
appendix a

MASSES ANO ISOTOPIC ABUNOANCE RATIOS FOR VARIOUS COMBI-
NATIONS OF CARBON, HYOROGEN, NITROGEN ANO OXYGEN*

M+1 M+ 2 M+1 M+ 2 .M+ 1 M+ 2 M+ 1 M+ 2

12 CH2N 1A9 40 C2HsO 2.30 0.22
C 1.08 C2H. 2.23 0.01 CN2 1.84 0.01 C2HaN 2.66 0.02

C20 2.20 0.21
13 29 C2H2N 2.58 0.02 47
CH 1.10 N2H 0.78 CsH. 3.31 0.04 CH302 1.21 OAO

CHO 1.14 0.20 CHsNO 1.58 0.21
14 CH,N 1.51 41 CH7N2 1.96 0.01
N 0.38 C2Hs 2.24 0.01 CHN2 1.86 C2H7O 2.31 0.22
CH2 1.11 C2HO 2.22 0.21

30 C2H3N 2.59 0.02
15 NO OA2 0.20 C3HS 3.32 0.04 48

NH OAO N2H2 0.79 CH402 1.22 0.40

CH, 1.13 CH20 1.15 0.20 42
C4 4.32 0.07

C~N 1.53 0.01 CNO 1.50 0.21
16 C2Hs 2.26 0.01 CH2N2 1.88 0.01

49

o 0.04 0.20 C2H2O 2.23 0.21 CHS02 1.24 0.40
C4H 4.34 0.07NH2 OA1 31 C2H.N 2.61 002

CH. 1.15 NOH OA4 0.20 C3Hs 3.34 0.04
50

N2H, 0.81
C4H2 4.34 0.07

17 CH,O 1.17 0.20 43

OH 0.06 0.20 CHsN 1.54 CHNO 1.52 0.21
51

CH3N2 1.89 0.01
NH, OA3 C.H3 4.37 0.07
CHs 1.16 32 C2H,O 2.25 0.21

°2 0.08 OAO C2HsN 2.62 0.02
52

NOH2 OA5 0.20 C3H7 3.35 0.04
18 C2N2 2.92 0.03
H10 0.07 0.20 N2H. 0.83

C3H2N 3.66 0.05
CH.O 1.18 0.20 44

NH. 0.45
N20 0.80 0.20 C4H4 4.39 0.07

19 33 -' CO2 1.16 OAO

H,O 0.09 0.20 NOH, OA7 0.20 CH2NO 1.53 0.21 53
N2Hs 0.84 CH4N2 1.91 0.01 C2HN2 2.94 0.03
CHsO 1.12 C2H4O 2.26 0.21 C3HO 3.30 0.24

24 C2HsN 2.64 0.02 C3H3N 3.67 0.05
Cl 2.16 0.01 34 C3H8 3.37 0.04 C4HS 4.40 0.07

N2Hs 0.86
25 45 54
ClH 2.18 0.01 36 HN20 0.82 0 ..20 C2NO 2.58 0.22

Cs 3.24 0.04 CH02 1.18 0.40 C2H2N2 2.96 0.03
26 CH3NO 1.55 0.21 C3H2O 3.31 0.24
CN 1A6 37 CHsN2 1.92 0.01 C3H4N 3.69 0.05
C1Hl 2.19 0.01 CsH 3.26 0.04 C2HsO 2.28 0.21 C4HS 4.42 0.07

C2H7N 2.66 0.02
27 38
CHN 1A8 C2N 2.54 0.02 46 55
ClH, 2.21 0.01 C,H2 3.27 0.04 N02 0.46 0.40 C2HNO 2.60 0.22

N2H2O 0.83 0.20 C2H3N2 2.97 0.03
28 39 CH202 1.19 0.40 C3H30 3.33 0.24
Nl 0.76 C2HN 2.56 0.02 CH4NO 1.57 0.21 C3HsN 3.70 0.05
CO 1.12 0.2 CsH, 3.29 0.04 CHsN2 1.94 0.01 C4H7 4A3 0.08

*Adaptedwith permission from J. H. Beynon, Mass Spectrometry and Its Application to Organic Chemistry , Elsevier, Amsterdam, 1960. The
valuesgiven form a self-consistent set and can be used regardless of the mass standard.
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M+ 1 M + 2 M+ 1 M+2 M+ 1 M+ 2 M+ 1 M+ 2

56 C2HS02 2.34 0.42 CSHtO 5.56 0.13 C2HTN2O 3.08 0.23
CH2N3 2.26 0.02 CSH2 5.44 0.12 C2H,Ns 3.45 0.05

71
C202 2.24 0.41 CSHT02 3.43 0.44

63 CHNsO 2.28 0.22
C2H2NO 2.61 0.22 CsH.NO 3.81 0.25

CHsOs 1.25 0.60 CH3N( 2.65 0.03
C2RtN2 2.99 0.03 CsHN' 5.80 0.14

CHsN02 1.62 0.41 C2HN02 2.64 0.42
C3H.O 3.35 0.24 C6HS 6.53 0.18
C3HsN 3.72 0.05 C(HN 4.72 0.09 C2HsN2O 3.01 0.23

C.HS 4.45 0.08 CsHs 5.45 0.12 C3HsNs 3.39 0.04

CSH302 3.37 0.44 76

57 64 CsHsNO 3.74 0.25 C'H2NOs' 1.61 0.61

CHN20 1.90 0.21 CH(OS 1.26 0.60 C3H7N2 4.12 0.07 CH(N202 1.99 0.41

CHsNs 2.27 0.02 C(H2N 4.74 0.09 C(H70 4.47 0.28 CHsNsO 2.36 0.22

C2H02 2.26 0.41 CsH( 5.47 0:12 C4HsN 4.85 0.09 CHaN( 2.73 0.03
(

C2H3NO 2.63 0.22 CSHtt 5.58 0.13 C2H(OS 2.34 0.62

C2HsN2 3.00 0.03 65 C2HsN02 2.72 0.43

CsHsO 3.36 0.24 C3HN2 4.02 0.06 72 C2HaN2O 3.09 0.24

C3H7N 3.74 0.05 C(HO 4.38 0.27 CH2NsO 2.30 0.22 CSHs02 3.45 0.44

C4H, 4.47 0.08 C4HsN 4.75 0.09 CH4N( 2.67 0.03 CsH2N 5.82 0.14

CsHs 5.48 0.12 C2H2N02 2.65 0.42 CsRt 6.55 0.18

58 C2H.N2O 3.03 0.23 ,

CN02 1.54 0.41 66 C2HsNs 3.40 0.44 77

CH2N2O 1.92 0.21 C3H2N2 4.04 0.06 CSRt°2 3.38 0.44 CHO( 1.25 0.80

CH(NS 2.29 0.02 C.H2O 4.39 0.27 CiHsNO 3.76 0.25 CH3NOS 1.63 0.61

C2H202 2.27 0.42 C(H.N 4.77 0.09 CsHsN2 4.13 0.07 CHsN202 2.00 0.41

C2H(NO 2.65 0.22 CsHs 5.50 0.12 C(HsO 4.49 0.28 CH7NsO 2..38 0.22

C2HsN2 3.02 0.03 C(HtON 4.86 0.09 C2HsOs 2.39 0.62

C3Hs° 3.38 0.24 67 CSHt2 5.60 0.13 C2HTN02 2.73 0.43

C3HsN 3.75 0.05 C2HN3 3.32 0.04 C(HN2 5.10 0.11

C.Hto 4.48 0.08 C3HNO 3.68 0.25 73 ( CsHO 5.45 0.32

CsH3N2 4.05 0.06 CHN202 1.94 0.41 CsHsN 5.83 0.14

59 C(HSO 4.41 0.27 CHsNsO 2.31 0.22 CsHs 6.56 0.18

CHN02 1.56 0.41 C(HSN 4.78 0.09 CHSN( 2.69 0.03

CHsN20 1.93 0.21 CSHT 5.52 0.12 C2HOs 2.30 0.62 78

CHsN3 2.31 0.02 C2H3N02 2.67 0.42 CH2O( 1.27 0.80

C2Hs02 2.29 0.42 68 C2HsN2O 3.04 0.23 CH(NOS 1 64 0.61

C2HsNO 2.66 0.22 C2H2N3 3.34 0.04 C2HTNs 3.42 0.04 CHsN202 2.02 0.41

C2H7N2 3.04 0.03 C302 3.32 0.44 C,Hs02 3.40 0.44 C2HsOs 2.38 0.62

C3H70 3.39 0.24 C3H2NO 3.69 0.25 C,H7NO 3.77 0.25 C(H2N2 5.12 0.11

C3HsN 3.77 0.05 C3H.N2 4.07 0.06 C3H,N2 4.15 0.07 CsH20 5.47 0.32

C(H.O 4.4.3 0.28 C.H,O 4.51 0.28 CsRtN 5.49 0.14

60 C.HsN 4.80 0.09 C.HttN 4.88 0.10 CsHs 6.58 0.18

CH2N02 1.57 0.41 CsHs 5.53 0.12 CsH 6.50 0.18

CRtN20 1.95 0.21
79

CHsN3 2.32 0.02 69 74 CHS04 1.29 0.80

C2H.02 2.30 0.04 CHN. 2.62 0.03 CH2N202 1.95 0.41 CHsNOs 1.66 0.61

C2HsNO 2.68 0.22 C2HN2O 2.98 0.23 CH(N3O 2.33 0.22 CsHNs 4.40 0.08

C2HsN2 3.05 0.03 C2HsN3 3.35 0.04 CHSN( 2.70 0.03 C(HNO 4.76 0.29

C3HsO 3.41 0.24 CSH02 3.34 0.44 C2H203 2.31 0.62 C.HsN2 5.13 0.11
C3HsNO 3.71 0.25 C2H.N02 2.69 0.42 CSH30 5.49 0.32

61 C3HsN2 4.09 0.06 C2HsN2O 3.06 0.23 CsHsN 5.87 0.14
CH03 1.21 0.60 C.HsO 4.44 0.28 C2HaN, 3.43 0.05 CSH7 6.60 0.18
CHsN02 1.59 0.41 C.H7N 4.82 0.09 C3Hs02 3.42 0.44
CHsN20 1.96 0.21 CsHs 5.55 0.12 CsHsNO 3.79 0.25 80
CH7N3 2.34 0.02 C3HtON2 4.17 0.07 CReO. 1.30 0.80

C2Hs02 2.32 0.42 70 C.HtOO 4.52 0.28 CSH2Ns 4.42 0.08
C2HTNO 2.69 0.22 CH2N( 2.64 0.03 CSH2 6.52 0.18 C(H2NO 4.78 0.29
C3HsO 3.43 0.24 C2N02 2.62 0.42 C.H.N2 5.15 0.11

CsH 5.42 0.12 C2H2N2O 3.00 0.23 75 CsH.O 5.51 0.32
C2RtN3 3.37 0.04 CHN03 1.60 0.61 CsHsN 5.88 0.14

62 C3H202 3.35 0.44 CHsN202 1.97 0.41 CsHa 6.61 O 18

CH203 1.23 0.60 C3H.NO 3.73 0.25 CHsN30 2.34 0.22

CRtN02 1.60 0.41 C3HsN2 4.10 0.07 CH7N. 2.72 0.03 lit
CHsN20 1.98 0.21 C(HSO 4-46 0.28 C2HSOs 2.33 0.62 C2HN. 3.70 0.05

CHsN3 2.35 0.02 C.H8N 4.83 0.09 °zHsNOz 2.70 0.43 CsHNzO 4.06 026
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M+ 1 M+ 2 M+1 M+2 M+1 M+2 M + 1 .M + 2-- --

C,H,N, 4.43 0.08 C2H2N2o.2 3.03 0.43 C,Ht1N, 4.56 0.84 CH¡N,o.2 2.42 0.42

C.Ho.2 4.42 0.48 C2H.N,o. 3.41 0.24 C.H,o.2 4.55 0.48 C2H5o.. 2.40 0.82
C.H,No. 4.79 0.29 C2HsN. 3.78 0.06 C.Ht1No. 4.92 0.30 C2H¡No., 2.77 0.63
C.H5N2 5.17 0.11 C,H2o.S 3.39 0.64 C5HN2 6.18 0.16 C3HN. 4.78 0.09
CsHso. 5.52 0.32 C,H.No.2 3.77 0.45 CaHo. 6.54 0.38 C.HN2o. 5.14 0.31
CSHTN 5.90 0.14 CSHSN2o. 4.14 0.27 CaHsN 6.91 0.20 C.H3N3 5.52 0.13
CsH, 6.63 0.18 C,HeNs 4.51 0.08 CTHs 7.64 0.25 C5Ho.2 5.50 0.52

C.H6o.2 4.50 0.48 C5H3No. 5.87 0.34
82 C.HeNo. 4.87 0.30 90 C5H5N2 6.25 0.16
C2H2N. 3.72 0.05 C.H!oN2 5.25 0.11 CH2N2o.3 1.99 0.61 CaHso. 6.60 0.38
C3H2N2o. 4.08 0.36 CSH!Oo. 5.60 0.33 CH.N,o.2 2.37 0.42 C6H¡N 6.98 0.21
CSH.NS 4.45 0.08 CSH!2N 5.98 0.15 CHaN•o. 2.74 0.23 C¡H, 7.71 0.26
C.H2o.2 4.43 0.48 CSH!. 6.71 0.19 C2H2o.. 2.35 0.82
C.~No. 4.81 0.29 C¡H2 7.60 0.25 C2H.No.3 2.72 0.63 94
C.HsN2 4.18 0.11 C2H6N2o.2 3.10 0.44 C~No.. 1.68 0.81
CsHso. 5.54 0.32 87 C2HeN,o. 3.47 0.25 CHSN2o., 2.06 0.62
CsHeN 5.91 0.14 CHN3o.2 2.32 0.42 C2H!oN. 3.85 0.06 C2Hso.. 2.41 0.82

CSH!O 6.64 0.19 CH,N.o. 2.69 0.23 C3Hao., 3.46 0.64 C,H2N. 4.80 0.09
C2HN03 2.68 0.62 C3HeNo.2 3.83 0.46 C.H2N2o. 5.16 0.31

83 C2HsN2o.2 3.05 0.43 CSH!oN2o. 4.20 0.27 C.H.N, 5.53 0.13
C2HNso. 3.36 0.24 C2HsN,o. 3.43 0.25 C.H!Oo.2 4.56 0.48 CsH2o.2 5.51 0.52
C2HS.N. 3.74 0.06 C2H¡N. 3.80 0.06 CSH2N2 6.20 0.16 Cs~No. 5.89 0.34

CsHNo.2 3.72 0.45 C3H3o., 3.41 0.64 CaH2o. 6.56 0.38 CSH6N2 6.26 0.17

CSHS~2o. 4.09 0.27 C,HsNo.2 3.78 0.45 Ca~N 6.93 0.20 CaHso. 6.62 0.38
C,HsN3 4.47 0.08 C,H¡N2o. 4.16 0.27 C¡HS 7.66 0.25 CaHeN 6.99 0.21
C.HSo.2 4.45 0.48 C,H,N, 4.53 0.08 C¡H!O 7.72 0.26
C.HsNo. 4.82 0.29 C.H¡o.2 4.51 0.48 91

C.H¡N2 5.20 0.11 C.HeNo. 4.89 0.30 CHNo.. 1.63 0.81 95
CsH¡o. 5.55 0.33 C.Ht1N2 5.26 0.11 CH3N2o.3 2.01 0.61 CHsNo.. 1.70 0.81
CsH,N 5.93 0.15 CSHt1o. 5.62 0.33 CHsN3o.2 2.38 0.42 C3HN,o. 4.44 0.28
CSHt1 6.66 0.19 C5H13N 5.99 0.15 CH¡N.o. 2.76 0.23 C3H3N• 4.82 0.10

CsHN 6.88 0.20 C2Hso.. 2.37 0.82 C.HNo.2 4.80 0.49
84 C¡H, 7.61 0.25 C2HsNo., 2.74 0.63 C.H3N2o. 5.17 0.31
C2H2N,o. 3.38 0.24 C2H¡N2o.2 3.11 0.44 C.H5NS 5.55 0.13
C2H.N. 3.75 0.06 88 C2H,N3o. 3.49 0.25 C5H3o.2 5.53 0.52
C3H2No.2 3.73 0.45 CH2N3o.2 2.34 Q.42 C3H¡03 3.47 0.64 CSH5No. 5.90 0.34
C,H.N2o. 4.11 0.27 CH.N.o. 2.71 0.23 C3H9No.2 3.85 0.46 C5H¡N2 6.28 0.17
C,HaN, 4.48 0.81 C2H2No., 2.69 0.63 C.HN3 5.48 0.12 CaH¡o. \ 6.64 0.39
C.H.o.2 4.47 0.48 C2H.N2o.2 3.07 0.43 CsHNo. 5.84 0.34 C6HgN 7.01 0.21
C.HaNo. 4.84 0.29 C2HsNso. 3.44 0.25 CSH3N2 6.21 0.16 C¡H!! 7.74 0.26
C.HeN2 5.21 0.11 C2HeN• 3.82 0.06 CaH3o. 6.57 0.38
CsH¡¡O 5.57 0.33 Cs~o, 3.42 0.64 CaHsN 6.95 0.21 96

CsH!oN 5.95 0.15 C,H6No.2 3.80 0.45 C¡H¡ 7.68 0.25 C3H2N3o. 4.46 0.28
CSH12 6.68 0.19 CsHeN2o. 4.17 0.27 CS~N. 4.83 0.10

C3H!ON, 4.55 0.08 92 C.H2No.2 4.81 0.49
85 C.Hs02 4.53 0.48 CH2No.4 1.65 0.81 C.H.N2o. 5.19 0.31
CHN.o. 2.66 0.23 C.H!oNo. 4.90 0.30 C~N2o.S 2.03 0.61 C.HaNs 5.56 0.13
C2HN2o.2 3.02 0.43 C.H12N2 5.28 0.11 CHaN3o.2 2'.40 0.42 CS~o.2 5.55 0.53
C2H,N,o. 3.39 0.24 CsH12o. 5.63 0.33 CHeN4o. 2.77 0.23 CsHaNo. 5.92 0.35
C2HsN. 3.77 0.06 CaH2N 6.90 0.20 C2~o.. 2.38 0.82 CsHeN2 6.29 0.17
C,Ho., . 3.38 0.64 C¡H. 7.63 0.25 C2HaNo.3 2.76 0.63 CaHsO 6.65 0.39
C,HSNo.2 3.75 0.45 C2HsN2o.2 3.13 0.44 CSH!oN 7.03 0.21
CSH5N2o. 4.12 0.27 89 CSHs03 3.49 0.64 C¡H!2 7.76 0.26
C3H¡N3 4.50 0.08 CHN2o., 1.98 0.61 C.H2Ns 5.50 0.13

C.H5o.2 4.48 0.48 CH,N,o.2 2.35 0.42 C5H2No. 5.86 0.34 97

C.H¡No. 4.86 0.29 CHsN.o. 2.73 0.23 CsH.N2 6.23 0.16 C2HN.o. 3.74 0.26

C.H9N2 5.23 0.11 C2Ho.. 2.33 0.82 Ca~o. 6.59 0.38 C3HN2o.2 4.10 0.47

CsH.o. 5.59 0.33 C2H3No.S 2.71 0.63 CaHsN 6.96 0.21 C3H3N,o. 4.47 0.28

CsHt1N 5.96 0.15 C2HsN2o.2 3.08 0.44 C¡He 7.69 0.26 C3HsN. 4.85 0.10

C6H13 6.69 0.19 C2H¡N,o. 3.46 0.25 N2o.4 9.19 0.80 C.Ho.3 4.46 0.68

C¡H 7.58 0.25 C2H,N. 3.83 0.06 C.HsNo.2 4.83 0.49

C3HSo.S 3.44 0.64 93 C.H5N2o. 5.20 0.31

86 C3H¡No.2 3:81 0.46 CH3No.. 1.67 0.81 C.H¡N3 5.58 0.13

CH2N.o. 2.68 0.23 C,H,N2o. 4.19 0.27 CHsN2o.s 2.04 0.61 CSHSo.2 5.56 0.53
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M+ 1 M+2 M+ 1 ~ M+ 1 M+ 2 M+ 1 M+2

CsHrNO 5.94 0.35 101 CsHNs 6.56 0.18 C,He°. 3.49 0.85
CsHgN2 6.31 0.17 CHN.02 2.70 0.43 CSHtt02 5.66 0.53 C,HgNO, 3.87 0.66
CsH.O 6.67 0.39 C2HN203 3.06 0.64 CsHuNO 6.03 0.35 CSHtONZ~ 4.24 0.47

C.SHttN 7.04 0.21 CzH,N,Oz 3.43 0.45 CsHNO 6.92 0.40 C.H2N. 5.88 0.15
CrHU 7.77 0.26 C2HsN.O 3.81 0.26 CSH3N2 7.30 0.23 C.HtOOs 4.60 0.68
CaH 8.66 0.33 C,HO. 3.41 0.84 CrHsO 7.65 0.45 CSH2N2O 6.24 0.36

C,H,NO, 3.79 0.65 CrHsN 8.03 0.28 Cs~Ns 6.61 0.19
C,HsN202 4.16 0.47 CaHr 8.76 0.34 CSH202 6.59 0.58

98 C,HrN3O 4.54 0.28 Cs~NO 6.97 0.41
CzHzN.O 3.76 0.26

CsH9N• 4.91 0.10 104
CsHeNz 7.34 0.23

C,H2NzOz 4.12 0.47
C.HsOs 4.52 0.68 CH2NsOs 2.37 0.62

CrHsO 7.70 0.46
C,~N,O 4.49 0.28

C.HrN02 4.89 0.50 C~N.02 2.75 0.43-
C,HgN 8.07 0.28

CsHsN. 4.86 0.10 C.HgN20 5.27 0.31 C2H2NO. 2.73 0.83
CaHto 8.81 0.34

C.H20s 4.47 0.68
C.HttNS 5.64 0.13 C2~N20S 3.11 0.64

C.~N02 4.85 0.49
CSH902 5.63 0.53 C2HsN302 3.48 0.45

107
C.HsNzO 5.22 0.31

CSHttNO 6.00 0.35 C2HaN•O 3.85 . 0.26
CH,N2O. 2.05 0.82

C.HgN, 5.60 0.13
CsHt3N2 6.37 0.17 CS~O. 3.46 0.84

CHsN,Os 2.42 0.62
CsHsOz 5.58 0.53 CsHNz 7.26 0.23 C,HSNOS 3.84 0.66

CHrN.02 2.80 0.43
CsHaNO 5.95 0.35

CSHt30 6.73 0.39 C,HgN20Z 4.21 0.47
C2HsNO. 2.78 0.83

CsHtON2 6.33 0.17 C,HtON,O 4.59 0.29
CSHtSN 7.11 0.22 C2HrN2O, 3.15 0.64

CSHtOO 6.68 0.39 CrHO 7.62 0.45 CSHt2N. 4.96 0.10
C2H9N,02 3.53 0.45

CSHt2N 7.06 0.21 C,HSN 7.99 0.28 C.HA 4.57 0.68
C,HTO. 3.51 0.85

CrHt. 7.79 0.26 CaHs 8.73 0.33 C.HtON02 4.94 0.50
C3HgN03 3.89 0.66

CaH2 8.68 0.33 C.Ht2N2O 5.32 0.32
CSH2N3 6.58 0.19 C.HN3O 5.52 0.33

99 102 CSHt2°2 5.67 0.53 C.H3N• 5.90 0.15

C2HN302 3.40 0.44 CH2N.02 2.72 0.43 CSH2NO 6.94 0.41 CsHN02 5.88 0.54

C2H,N.O 3.77 0.26 C2H2N2O, 3.07 0.64 CS~N2 7.31 0.23 CsH,N2O 6.25 0.37

C,HNo, 3.76 0·.65 C2~N,02 3.45 0.45 Cr~O 7.67 0.45 CsHsN3 6.63 0.19

C,H,N202 4.13 0.47 C2HeN.O 3.82 0.26 C,HeN l8.04 0.28 CsH302 6.61 0.58

C,HsN,O 4.51 0.28 C,H2O. 3.43 0.84 CaHa 8.77 0.34 CSHsNO 6.98 0.41

C,HrN. 4.88 0.10 C,~NOs 3.81 0.66 CSH,N2 7.36 0.23

C.H,Os 4.49 0.68 C,HeN202 4.18 0.47 106 CrHrO 7.72 0.46

C.HsN02 4.86 0.50 C3HaN30 4.55 0.28 CHN2O. 2.02 0.81
CrHgN 8.09 0.29

C.HrN2O 5.24 0.31 C,HtON• 4.93 0.10 CH,N,03 2.39 0.62 CaHtt 8.82 0.34

C.HgN, 5.61 0.13 C.Hso, 4.54 0.68 CHsN.02 2.77 0.43
CsHrOz 5.59 0.53 C.HaN02 4.91 0.50 C2H,NO. 2.75 0.83 108

CsHgNO 5.97 0.35 C.HtoN2O 5.28 0.32 C2HsN2O, 3.12 0.64 CH.N2O. 2.06 0.82

CsHttN2 6.34 0.17 C.Ht2N3 5.66 0.13 C2HrN302 3.50 0.45 CHsN30s 2.44 0.62

CsHttO 6.70 0.39 CSHto02 5.64 0.53 C2HeN.O 3.87 0.26 CHaN.02 2.81 0.43

CsHuN 7.07 0.21 CSHt2NO 6.02 0.35 -C3HsO. 3.48 0.84 C2HsNO. 2.80 0.83

CrHN 7.96 0.28 CSHt.Nz 6.39 0.17 C,HrNÓ3 3.85 0.66 C2HaN2O, 3.17 0.64

CrHt5 7.80 0.26 CSH2N2 7.28 0.23 C3HgN202 4.23 0.47 CsHaO. 3.53 0.85

CaH, 8.69 0.33 CsHt.O 6.75 0.39 C,HttN30 4.60 0.29 C.H2N,O 5.54 0.33
C1H2O 7.64 0.45

C.HN. 5.86 0.15 C.~N. 5.91 0.15

100 Cr~N 8.01 0.28 C.H90s 4.58 0.68 CsH2N02 5.90 0.54

CZH2N,02 3.42 0.45 CaHS 8.74 0.34 C.HttN02 4.96 0.50 CsH.NzO 6.27 0.37

C2~N.O 3.79 0.26 CsHN20 6.22 0.36 CsHsN, 6.64 0.19

C,H2NO, 3.77 0.65 103 Cs~,N, 6.60 0.19 CS~02 6.63 0.59

C,~N202 4.15 0.47 CHN,O, 2.36 0.62 -CSH02 6.58 0.58 CsHeNO 7.00 0.41

C,HSN,O 4.52 0.28 CH,N.02 2.73 0.43 CsH,NO 6.95 0.41 CsHgNz 7.38 0.24

C,HgN. 4.90 0.10 C2HNO. 2.72 0.83 CsHsN2 7.33 0.23 CTHaO 7.73 0.46

C.~O, 4.50 0.68 C2H3N20s 3.09 0.64 CrHsO 7.68 0.45 C1HtoN 8.11 0.29

C.HeNOz 4.88 0.50 C2HsN3OZ 3.46 0.45 CrH,N 8.06 0.28 CaHt2 8.84 0.34

C.HaN2O 5.25 0.31 CZH1N.O 3.84 0.26 CaH9 8.79 0.34

C.HION3 5.63 0.13 C,H,O. 3.45 0.84 109
CSHa02 5.61 0.53 C,HsNO, 3.82 0.66 106 CHsN2O. 2.08 0.82
CsHloNO 5.98 0.35 C,H1N202 4.20 0.47 CH2N2O. 2.03 0.82 CHrN3O, 2.45 0.62
CSHI2N2 6.36 0.17 C3HgN,O 4.57 0.29 C~N,O, 2.41 0.62 C2H1NO. 2.81 0.83

CSHt20 6.72 0.39 CSHttN• 4.94 0.10 CHsN.02 2.78 0.43 C3HN.O 4.82 0.30
CsHI.N 7.09 0.22 C.H103 4.55 0.68 C2~NO. 2.76 0.83 C.HN202 5.18 0.51
CrH2N 7.98 0.28 C.HgN°2 4.93 0.50 C2HSN203 3.14 0.64 C.K,N,O 5.55 0.33
C1H\6 7.82 0.26 C.HttN2O 5.30 0.32 C2HeNS02 3.51 0.45 C.HsN. 5.93 0.15

CaH• 8.71 0.33 C.H\3N3 5.68 0.14 C2H1ON.O 3.89 0.26 CSH03 5.54 0.73
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M+ 1 M+ 2 M+1 M+ 2 M+1 M+ 2 M+ 1 M+ 2

CsH,NOz 5.91 0.55 CTH1.N 8.17 0.29 C.HTNZOz 5.28 0.52 CsHNzO 7.30 0.43
CsHsNzO 6.29 0.37 CaHzN 9.06 0.36 C.HgN,O 5.65 0.33 CsH,N, 7.68 0.26
CSHTN, 6.66 0.19 CaH18 8.90 0.35 C.Hl1N. 6.02 0.16 CsH130Z 6.77 0.60
CaHsOz 6.64 0.59 CtH. 9.79 0.43 CSHTO, 5.63 0.73 CSH1SNO 7.14 0.42

CSHTNO 7.02 0.41 CsHgNOZ 6.01 0.55 CTHOz 7.66 0.65
CaHgNz 7.39 0.24 113 CsHl1NzO 6.38 0.37 CTH,NO 8.03 0.48
CTH.O 7.75 0.46 CzHN.Oz 3.78 0.46 CsHUN, 6.76 0.20 CTHsNz 8.41 0.31
CTHl1N 8.12 0.29 C,HNzOs 4.14 0.67 CsHN, 7.64 0.25 CaBsO 8.76 0.54
CaH13 8.85 0.35 C,H,N,Oz 4.51 0.48 CsHl1~ 6.74 0.59 Cal;!TN 9.14 0.37
CaH 9.74 0.42 C,HSN.O 4.89 0.30 CRHuNO 7.11 0.42 CaBe 9.87 0.43

C.HO. 4.50 0.88 CaH15NZ 7.49 0.24
110

C.H,NO, 4.87 0.70 C7HNO 8.00 0.48 118
CHaNzO. 2.10 0.82

C.HsN202 5.24 0.51 C7H3N2 8.38 0.31 C2H2N2O. 3.11 0.84
C,H2N(O 4.84 0.30

C.HTN,O 5.62 0.33 CTH150 7.84 0.47 CzH.N,Os 3.49 0.65
C.H2Nz~ 5.20 0.51

C.HgN. 5.99 0.15 C7H17N 8.22 0.30 C2HsN.02 3.86 0.46
C(~N,O 5.57 0.33

CsHsO, 5.60 0.73 CaH30 8.73 0.54 C,~NO( 3.84 0.86
C.HaN( 5.94 0.15

CSHTN02 5.98 0.55 CaHsN 9.11 0.37 C,HsN2O, 4.22 0.67
CSH2O, 5.55 0.73

CSHgN20 6.35 0.37 CeBT 9.84 0.43 C,HgN,02 4.59 0.49
CsH.N02 5.93 0.55

CsHl1N, 6.72 0.19 C,H10N(O 4.97 0.30
CsHsN20 6.30 0.37

CSH.02 6.71 0.59 116 C(Hs°( 4.58 0.88
CsHaN3 6.68 0.19 CSHl1NO 7.08 0.42 C2H2N,Os 3.46 0.65 C(HgNO, 4.95 0.70
CaHs°2 6.66 0.59

CaH13NZ 7.46 0.24 C2~N.02 3.83 0.46 C(H10N202 5.32 052
CaHaN° 7.03 0.41

C7HN2 8.34 0.31 C,H2NO. 3.81 0.86 C(H12N,O 5.70 0.34
CaHl0N2 7.41 0.24

CTH130 7.81 0.46 C,~N20, 4.19 0.67 C(H1(N( 6.07 0.16
C7H1oO 7.76 0.46

C7H15N 8.19 0.29 C3HSN302 4.56 0.49 CSH2N( 6.96 0.21
C7H12N 8.14 0.29

CaBO 8.70 0.53 C,HaN(O 4.94 0.30 CsH10O, 5.68 0.73
CaRl( 8.87 0.35

CaH3N 9.07 0.36 C.H.0( 4.54 0.88 CsH12NOz 6.06 0.55
CaHz 9.76 0.42

CaR17 8.92 0.35 C.HsNO, 4.92 0.70 CsH1(NZO 6.43 0.38

CeBs 9.81 0.43 C.HgNzOz 5.29 0.52 CaHzNzO 7.32 0.43
111 C.H10N,O 5.67 0.34 CS~N, 7.69 0.26
C,HN,02 4.48 0.48 114 C.H12N. 6.04 0.16 CSH1(02 6.79 0.60
C,H,N(O 4.86 0.30 C2HzN.02 3.80 ~ 0.46 CsHa03 5.65 0.73 C7H2Oz 7.67 0.65
C(HN03 4.84 0.69 C,HzN2O, 4.15 0.67 CsHl0N~ 6.02 0.55 C7H.NO 8.05 0.48
C(H,NZ02 5.21 0.51 C,H.N,~ 4.53 0.48 CsH12N2O 6.40 0.37 C7HsN2 8.42 0.31
C(HSN3O 5.59 0.33 C3HsN.O 4.90 0.30 CSH1(N3 6.77 0.20 CaHs° 8.78 0.54
C(H7N( 5.96 0.15 C(H2O. 4.51 0.88 CSH2N3 7.66 0.26 CaHgN 9.15 0.37
CsH,O, 5.57 0.73 C(~N03 4.89 0.70 CaH1202 6.75 0.59 CeHlo 9.89 0.44
CsHsN02 5.94 0.55 C.HSN202 5.26 0.51 CaH1.NO 7.13 0.42
CSH7N20 6.32 0.37 C(HgN30 5.63 0.33 CaH18NZ 7.50 0.24
CsHeN, 6.69 0.19 C(H10N( 6.01 0.15 C7H2NO 8.02 0.48 119

CSH702 6.67 0.59 CSHs°3 5.62 0.73 C7H.Nz 8.39 0.31 CZH3NZO( 3.13 0.84
CsHgNO 7.05 0.41 CsHgN°2 5.99 0.55 CTH180 7.86 0.47 CzHsN,Os 3.50 0.65

CaHl1N2 7.42 0.24 CsH10NzO 6.37 0.37 CaH.° 8.75 0.54 CZH7N(02 3.88 0.46

CTH110 7.78 0.46 CSH12N, 6.74 0.20 CaHaN 9.12 0.37 C,HSNO( 3.8.6 0.86

CTH13N 8.15 0.29 CSH1002 6.72 0.59 CeBa 9.85 0.43 C,H7N20, 4.23 0.67

CaHN 9.04 0.36 CaH12NO 7.10 0.42 C,HgN,02 4.61 0.49

CaH15 8.89 0.35 CSH1(NZ 7.47 0.24 117 C,Hl1N(O 4.98 0.30

CaH, 9.77 0.43 CTH2Nz 8.36 0.31 C2HN2O. 3.10 0.84 C(H7O( 4.59 0.88

C7H1(O 7.83 0.47 C2H,N303 3.47 0.65 C(HgNO, 4.97 0.70
112 CTH1SN 8.20 0.29 C2HsN.02 3.85 0.46 C(Hl1NZOZ 5.34 0.52

C,H2N,02 4.50 0.48
CaH20 8.72 0.53 C,H3NO( 3.83 0.86 C.H1,N,O 5.71 0.34

C,~N(O 4.87 0.30 Ca~N 9.09 0.37 C3HsN2O, 4.20 0.67 CsHN,O 6.60 0.39

C(lt2NO, 4.85 0.70
CaH18 8.93 0.35 C,H7N302 4.58 0.49 CSH3N• 6.98 0.21

C(H.N202 5.23 0.51 CaRs 9.82 0.43 C,HgN(O 4.95 0.30 CsHl10s 5.70 0.73

C(HaN30 5.60 0.33 C(HSO( 4.56 0.88 CsH13N02 6.07 0.56

C(HaN( 5.98 0.15 115 C.HyN03 4.93 0.70 CsHN02 6.96 0.61

CSH(Os 5.58 0.73 CzHN,O, 3.44 0.65 C(HgN202 5.31 0.52 CsH3NZO 7.33 0.43
CsHsN02 5.96 0.55 C2H3N(02 3.81 0.46 C(Hl1N3O 5.68 0.34 CsHsN, 7.71 0.26
CsHaNzO 6.33 0.37 C,HNO( 3.80 0.86 C(H13N( 6.06 0.16 C7H,Oz 7.69 0.66

CSH10N, 6.71 0.19 CSHSN203 4.17 0.67 CSHN( 6.95 0.21 CyHsNO 8.07 0.48

CaHa02 6.69 0.59 CSHSN302 4.54 0.48 CsHeO, 5.66 0.73 C7H7N2 8.44 0.31

CaH1oNO 7.06 0.41 C,HyN(O 4.92 0.30 CSHl1N02 6.04 0.55 CaH70 8.80 0.54
CaH12N2 7.44 0.24 C(H30( 4.53 0.88 CSH1,N2O 6.41 0.38 CaHgN 9.17 0.37
C7HI2O 7.80 0.46 C(HsNOs 4.90 0.70 CsH1sN, 6.79 0.20 CaHl1 9.90 0.44
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M+ 1 M+2 M+ 1 M+ 2 M+ 1 M+2 M+1 M+2

120 CTHs02 7.74 0.66 CSH,N20 7.43 0.44 CeHsN 10.19 0.47
C2~N20~ 3.15 0.84 CTH,N0 8.11 0.49 CSH1tN, 7.80 0.27 CtHtt 10.03 0.45
C2HsN,o, 3.52 0.65 CTHtoN2 8.49 0.32 CTHe02 7.79 0.66 CtOH7 10.92 0.54
C2HsN~02 3.89 0.46 CeHtOO 8.84 0.54 C7HttNO 8.16 0.49
C,HsNO~ 3.88 0.86 CeHt2N 9.22 0.38 C7HUN2 8.54 0.32 128
CsHsN20S 4.25 0.67 CeHt~ 9.95 0.44 CaHN2 9.42 0.40 CSH2Nso, 4.54 0.68
C,HtONS02 4.62 0.49 CtOH2 10.84 0.53 CaHuO 8.89 0.55 CS~N~02 4.91 0.50
CSHt2N~O 5.00 0.31 CaHt5N 9.27 0.38 C4H2NO~ 4.89 0.90
C~HaO~ 4.61 0.88 123 CsHO 9.78 0.63 C~!f.N20S 5.27 0.72
C~HtoNOs 4.98 0.70 C2H7N20C 3.19 0.84 CeH3N 10.16 0.46 C~HsNS~ 5.64 0.53

C~Ht2N202 5.36 0.52 C2HeNSo, 3.57 0.65 CeHn 10.00 0.45 C~H,N~O 6.02 0.36

CSH2NSO 6.62 0.39 CsHeNO~ 3.92 0.86
CtoHs 10.89 0.53 CsHc°~ 5.62 0.93

Cs~N~ 6.99 0.21 C~HNs02 5.56 0.53 CsHsNOs 6.00 0.75

CSHt20s 5.71 0.74 C4HsN~O 5.94 0.35 CsHsN202 6.37 0.57126
C6H2N~ 6.98 0.61 CsHNOs 5.92 0.75 CsHtONSO 6.75 0.40

C3H2N~02 4.88 0.50
CS~N20 7.35 0.43 CsH,N202 6.29 0.57 CSHt2N~ 7.12 ·0.22C~H2N2o, . 5.24 0.71
CSHsNS 7.72 0.26 CsHsNsO 6.67 0.39 CsHaOs 6.73 0.79

C~~NS02 5.61 0.53
CT~02 7.71 0.66 CSH7N~ 7.04 0.22 CSHtON02 7.10 0.62

C~HsN40 5.98 0.35
C7HsNO 8.08 0.49 CsHsOs 6.65 0.79 CSHt2N2O 7.48 0.44

CSH20~ 5.59 0.93
C7HsN2 8.46 0.32 CsHsN02 7.02 0.61 CSHt~N3 7.85 0.27CsHcNOs 5.97 0.75
CaHaO 8.81 0.54 CSH7N2O 7.40 0.44 C7H2Ns 8.74 0.34CsHsN202 6.34 0.57
CeHtON 9.19 0.37 CSHeN3 7.77 0.26 C7Ht2~ 7.83 0.67CsHaNsO 6.72 0.35
CeHt2 9.92 0.44 C7H702 7.75 0.66 C7Ht~NO 8.21 0.50

CSHtoN~ 7.09 0.22C7HeNO 8.13 0.49
C7HtSN2 8.58 0.33

CTHttN2 8.50 0.32 CsHsOs 6.70 0.79
121 CSHSN02 7.07 0.62 CsH2NO 9.10 0.57
C2HsN2O. 3.16 0.84 CsHttO 8.86 0.55 CS~N2 9.47 0.40CSHtON2O 7.45 0.44
C2HTNso, 3.54 0.65 CSHtSN 9.23 0.38 CSHtSO 8.94 0.55

CeHN 10.12 0.46 CSHt2N, 7.82 0.27
C2HsN.02 3.91 0.46

CTHtOO2 7.80 0.66 CsHtsN 9.31 0.39
C,H¡NO( 3.89 0.86 CSHt5 9.97 0.44 CeH~O 9.83 0.63CTHt2NO 8.18 0.49
C,HsN20S 4.27 0.67 CIOH3 10.85 0.53 CeHsN iO.20 0.47

CTH1(N2 8.55 0.32
C,HttN,02 4.64 0.49

CeH2N2 9.44 0.40 CsH20 10.05 0.45

C.HN.O 5.90 0.35 124 CtOHS 10.94 0.54
C2HsN20~ 3.21 0.84 CSHt~O 8.91 0.55

C.HaO. 4.62 0.89
CSHtSN 9.28 0.38C.H2Ns02 5.58 0.53 129

C.H1tNOS 5.00 0.70
C~H~N.O CeH20 9.80 0.635.95 0.35 CsHN2O. 4.18 0.87CsHN202 6.26 0.57 CeH.N ( 10.17 0.46CsH2N03 5.93 0.75 CsHsNsOs 4.55 0.69

CsHsNsO 6.64 0.39
CeHtS 10.01 0.45

CsHsN. 7.01 0.21 CsHcN202 6.31 0.57 C,HsN~02 4.93 0.5Q

CsHsNsO 6.68 0.39 CtOHs 10.90 0.54 C~H3NO~ 4.91 0.90
CsHO, 6.62 0.79
CsHsN02 6.99 0.61 CsHSN~ 7.06 0.22 C(HSN2OS 5.28 0.72

CSHsN20 7.37 0.44 Cs~Os 6.67 0.79 127 C(HTNS02 5.66 0.54

CSH¡NS 7.74 0.26 CSHsN02 7.04 0.61 C3HN3O, 4.62 0.68 C(HeN(O 6.03 0-.;.36

C¡HsO~ 7.72 0.66 CSHeN20 7.41 0.44 CsH,N~02 4.89 0.50 CSHSO( 5.64 0.93

C¡HTNO 8.10 0.49 CsHtON3 7.79 0.27 C(HNO( 4.88 0.90 C5H¡NOS 6.01 0.75

C7HeN2 8.47 0.32 C¡Ha02 7.77 0.66 C(H3N203 5.25 0.71 C5HeN202 6.39 0.57

CaRsO 8.83 0.54 C¡liIONO 8.15 0.49 C(HSNS02 5.63 0.53 C5HttNSO 6.76 0.40

CaHttN 9.20 0.38 C¡Ht2N2 8.52 0.32 C(H¡N(O 6.00 0.35 CSHtSN( 7.14 0.22

CtHt3 9.93 0.44 CsHt20 8.88 0.55 CSH30~ 5.61 0.93 CSHN( 8.03 0.28

CtoH 10.82 0.53 CSHt(N 9.25 0.38 CSH5N03 5.98 0.75 CSHe03 6.75 0.79
CeH2N 10.14 0.46 C5H7N202 6.36 0.57 CSHttN02 7.12 0.62

122 CSHtS 9.98' 0.45 C5HeNSO 6.73 0.40 CSHt3N2O 7.49 0.44
C2HsN2O( 3.18 0.84 CtOH( 10.87 0.53 CSHttN( 7.11 0.22 CSHt5N3 7.87 0.27
C2HaN,O, 3.55 0.65 CSH70, 6.71 0.79 C7HN2O 8.38 0.51
C2HtoN(02 3.93 0.46 125 CsHeN02 7.09 0.62 C¡HSN3 8.76 0.34
C3HaNO~ 3.91 0.86 CgHN(02 4.86 0.50 CSHltN20 7.46 0.44 C7Htg02 7.85 0.67
C,H1ON203 4.28 0.67 C(HN203 5.22 0.71 CSHt3NS 7.84 0.27 C¡Ht5NO 8.23 0.50
C(H2N(O 5.92 0.35 C(H3N302 5.59 0.53 C¡HNg 8.73 0.34 C¡HUN2 8.60 0.33
C~HtOO( 4.64 0.89 C(HsN(O 5.97 0.35 C¡Htt02 7.82 0.67 CSH02 8.74 0.74
CsH2N202 6.28 0.57 CSHO( 5.58 0.93 C¡Ht3NO 8.19 0.49 CsHsNO 9.11 0.57
CSH(NSO 6.65 0.39 C5HgN03 5.95 0.75 C¡H1SN2 8.57 0.32 CsH5N2 9.49 0.40
CSHsN( 7.03 0.21 C5H5N202 6.32 0.57 CeHNO 9.08 0.57 CsHuO 8.96 0.55
CSH2O, 6.63 0.79 C5H¡NgO 6.70 0.39 CSHgN2 9.46 0.40 CSHteN 9.33 0.39
CS~N02 7.01 0.61 C5HSN( 7.07 0.22 CSHt50 8.92 0.55 CeH50 9.85 0.63
CsHsN20 7.38 0.44 CSH50g 6.68 0.79 CsHI7N 9.30 0.38 CsH¡N 10.22 0.47
CsHaN, 7.76 0.26 CSH7N02 7.06 0.61 CeHgO 9.81 0.63 CtoHe 10.95 0.54
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M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+2

130 C,HsN,O, 4.60 0.69 C.HnN,02 5.74 0.54 CTHeO, 7.75 0.86
C,H2N2O. 4.19 0.87 C,HeN.02 4.97 0.50 C.H1.N.O 6.11 0.36 CTHeN02 8.12 0.69
C3HcN,O, 4.57 0.69 C.HsNO. 4.96 0.90 CSH2N(O 7.00 0.41 CTHeN20 8.49 0.52
C,HsN.02 4.94 0.50 C.HeN2O, 5.33 0.72 CsHIOO. 5.72 0.94 CTH1ON, 8.87 0.35
C.H.NO. 4.92 0.90 C.HION,02 5.71 0.54 CsHnNo, 6.09 0.76 C,HA 8.85 0.75
C.HsN2O, 5.30 0.72 C.HnN•O 6.08 0.36 CSHI.N202 6.47 0.58 C,HloNO 9.23 0.58
C.HaN,02 5.67 0.54 CsHaO. 5.69 0.93 CSH2N202 7.36 0.64 C,HnN2 9.60 0.41
C.HION.O 6.05 0.36 CsH1oNO, 6.06 0.76 CSH.N,O 7.73 0.46 C.HnO 9.96 0.64
CsHs°. 5.66 0.93 CsHnN202 6.44 0.58 CsHsN. 8.11 0.29 C.H1.N 10.33 0.48
CsHeNO, 6.03 0.75 CsHI.N,O 6.81 0.40 CsHI.o, 6.83 0.80 C1OH2N 11.22 0.57
CSHION202 6.40 0.58 CsH1sN. 7.19 0.23 CTH2O, 7.71 0.86 C1OH18 11.06 0.55
CsH12N,O 6.78 0.40 CSH2N,O 7.70 0.46 C7HeN02 8.09 0.69 CuHe 11.95 0.65
CsHI.N. 7.15 0.22 CsHeN. 8.07 0.29 C7HsN2O 8.46 0.52
CSH2N. 8.04 0.29 CsHnO, 6.97 0.80 C7HaN, 8.84 0.35 137
CsHIOO3 6.76 0.79 CSHI.N02 7.17 0.62 CSHs02 8.82 0.74 C,H.N2O. 4.31 0.88
CsHnN02 7.14 0.62 CSH1SN2O 7.54 0.45 CeHgNO 9.19 0.58 C,HuN,o, 4.68' 0.69
CSHI.N2O 7.51 0.45 C7H2N02 8.06 0.68 CsH1ON2 9.57 0.41 C.HN.~ 5.94 0.55
CsHI6N, 7.88 0.27 C7HeN2O 8.43 0.51 C.H1oO 9.93 0.64 C.HuNO• 5.04 0.90
CTH2N2O 8.40 0.51 CTHsN3 8.81 0.34 CSHI2N 10.30 0.48 CsHN2O, 6.30 0.77
C7H.N3 8.77 0.34 C7H1S02 7.90 0.67 C1oHI. 11.03 0.55 CSH3N,02 6.67 0.59
CTH1.02 7.87 0.67 CSHe°2 8.79 0.74 CIIH2 11.92 0.65 CsHsN.O 7.05 0.42
C7H1SNO 8.24 0.50 CaHsNO 9.16 0.57 CSHO. 6.66 0.99
CTH1aN2 8.62 0.33 CeHeN2 9.54 0.41 135 CsH,NO, 7.03 0.81
CaH202 8.76 0.74 C.HaO 9.89 0.64 C,H7N2O. 4.27 0.87 CsHsN202 7.41 0.64
CaH•NO 9.13 0.57 C.H1oN 10.27 0.47 C3H.N303 4.65 0.69 CSH7N,O 7.78 0.47
CaHsN2 9.50 0.40 C10Hn 11.00 0.55 C3H11N.02 5.02 0.51 CsHgN. 8.15 0.29
CaHlaO 8.97 0.56 C.HgNO. 5.00 0.90 CTHSo, 7.76 0.86
C,HsO 9.86 0.63 133 C.HIIN2O, 5.38 0.72 CTHTN~ 8.14 0.69
C,HeN 10.24 0.47 C,HsN2O. 4.24 0.87 C.HI,N302 5.75 0.54 CTHgN20 8.51 0.52
C1oH1O 10.97 0.54 C3H7N30, 14.62 0.69 CsHNS02 6.64 0.59 C7HIIN, 8.89 0.35

C,H.N.02 4.99 0.51 CSH3N•O 7.02 0.41 CsH.~ 8.87 0.75131
C.H7NO. 4.97. 0.90 CsHIIO. 5.74 0.94 CaHIINO 9.24 0.58

C,H3N2O. 4.21 0.87
C.HgN203 5.35 0.72 CsHuNo, 6.11 0.76 CsHI3N2 9.62 0.41C3HsN3o, 4.58 0.69
C.HIIN,02 5.72 0.54 CsHNO, 7.00 0.81 C.HN2 10.50 0.50

C,H7N.02 4.96 0.50
C.HuN•O 6.10 0.36 CSH3N202 7.37 0.64 CgH130 9.97 0.65

C.HsNO. 4.94 0.90
CsHN.O 6.98 0.41 CSHSN,O 7.75 0.46 CsH1sN 10.35 0.48

C.H7N2O, 5.32 0.72
CsH.O. 5.70 0.94 CSH7N( 8.12 0.29 C1OHO 10.86 0.73

C.H.NS02 5.69 0.54
CsHIING) 6.08 0.76 C7H3o, 7.73 0.86 C1oH,N 11.24 0.57

C.HIIN.O 6.06 0.36
CSHUN202 6.45 0.58 C7HsN02 8.10 0.69 C10Hn 11.08 0.56

CSH70. 5.67 0.93
CsH1sN,O 6.83 0.40 C7H7N2O 8.48 0.52 CuHs 11.97 0.65

CsHaNOs 6.05 0.75
CSHN202 7.34 0.63 C7HgNs 8.85 0.35

CSHIIN202 6.42 0.58
CsH,N,O 7.72 0.46

CSH702 8.84 0.74
CsHuN,O 6.80 0.40 138

CsHsN. 8.09 0.29 CsHgNO 9.21 0.58
CsH1sN. 7.17 0.22 C,HION2O. 4.32 0.88

CSHU03 6.81 0.80 C SHIIN2 9.58 0.41CsHNSO 7.68 0.46 C.H2N.02 5.96 0.55
CSH1SN02 7.18 0.62 CeHlIO 9.94 0.64

CSH3N• 8.06 0.29 CSH2N2O, 6.32 0.77
CTH03 7.70 0.86 CeHI3N 10.32 0.48 6.69 0.59CsHIIO, 6.78 0.80 0.69 CSHeN,02CTH,N02 8.07 C10HN 11.20 0.57 7.06 0.42CSHUN02 7.15 0.62 CSHSN.OC,HsN2O 8.45 0.51 C10HIs 11.05 0.55CSH1SN2O 7.53 0.45 CSH2O. 6.67 0.99
C7H7N3 8.82 0.35 CIIH, 11.94 0.65

CsHI7N, 7.90 0.27 CsHeNo, 7.05 0.81
CeHs02 8.80 0.74

CTHN02 8.04 0.68 CSHsN202 7.42 0.64
CaH7NO 9.18 0.57

CTH3N2O 8.41 0.51 136 CsHaN,O 7.80 0.47
CeHgN2 9.55 0.41

CTHsN3 8.79 0.34 C3HaN2O. 4.29 0.87 CsH1oN. 8.17 0.30
CgHgO 9.91 0.64

C7H1S02 7.88 0.67 C3H1ON3o, 4.66 0.69 CTHs°3 7.78 0.86
CgHIIN 10.28 0.48

C7H17NO 8.26 0.50 C,HnN.02 5.04 0.51 CTHaN~ 8.15 0.69
C10HU 11.01 0.55

CsH302 8.77 0.74 C.H1oNO. 5.02 0.90 CTHION2O 8.53 0.52
CIIH 11.90 0.64

CaHsNO 9.15 0.57 C.H12N203 5.40 0.72 CTH12N, 8.90 0.35

CaH7N2 9.52 0.41 CSH2Ns02 6.66 0.59 CSH1OO2 8.88 0.75

CeH70 9.88 0.64 134 CsHeN.O 7.03 0.42 CaHnNO 9.26 0.58

CeHeN 10.25 0.47 C3HsN2O. 4.26 0.87 CsHI2O. 5.75 0.94 CaHl.N2 9.63 0.42

C10HII 10.98 0.54 C,HSN,03 4.63 0.69 CSH2N03 7.01 0.81 C.H2N2 10.52 0.50

C,HION.02 5.01 0.51 CSHeN202 7.39 0.64 C.HuO 9.99 0.65

132 C.HeNO• 4.99 0.90 CSHsN30 7.76 0.46 CeHIsN 10.36 0.48

C,HcN2O. 4.23 0.87 C.H1ON203 5.36 0.72 CsHaN. 8.14 0.29 C1oH2O 10.88 0.73

appendix a 47



M+ 1 M+ 2 M+ 1 M + 2 M+ 1 11(+2 M+ 1 M+ 2

CtOH(N 11.25 0.57 C(H3N3o, 5.63 0.73 143 CtoHtON 11.35 0.58
CtoHu 11.09 0.56 C(H5N(02 6.01 0.56 C(H3N2O( 5.29 0.92 CttHt2 12.08 0.67
CttHs 11.98 0.65 C5H3NO( 5.99 0.95 C4H5N303 5.66 0.74

C5H5N2Os 6.36 0.77 C(H7N(02 6.04 0.56 145
139 C5H7N302 6.74 0.60 C5H5NO( 6.02 0.95 C(H5N2O( 5.32 0.92
C(H3N303 5.60 0.73 C5H9N(O 7.11 0.42 C5H7N2O, 6.40 0.78 C(H7NSO, 5.70 0.74
C(H3N(02 5.97 0.55 CSH50( 6.72 0.99 C5H9NS02 6.77 0.60 C(H,N(02 6.07 0.56
C5HNO( 5.96 0.95 CSH7N03 7.09 0.82 C5HttN(O 7.14 0.42 C5H7NO( 6.05 0.96
C5H3N203 6.33 0.77 CSH,N202 7.47 0.64 CSH70( 6.75 0.99 C5H~203 6.43 0.78
C5H5N,02 6.71 0.59 CsHttN30 7.84 0.47 CsH9N03 7.13 0.82 C5HttN,02 6.80 0.60

C5H7N(O 7.03 0.42 CsHt3N( 8.22 0.30 CsHttN202 7.50 0.65 C5Ht3N(O 7.18 0.43

CSH30( 6.69 0.99 C7HN( , 9.11 0.37 CSHt3N30 7.88 0.47 CSHN(O 8.07 0.49

CsH5N03 7.06 0.82 C7H90, 7.83 0.87 CSHt5N( 8.25 0.30 CSH,O( 6.78 1.00

CSH7N202 7.44 0.64 C7HttN02 8.20 0.70 CTHN30 8.76 0.54 CsHttNO, '7.16 0.82

CsH9N30 7.81 0.47 CTHt3N2O 8.57 0.53 C1H3N( 9.14 0.37 CSHt3N202 7.53 0.65

CsHttN( 8.19 0.30 C1Ht5N, 8.95 0.36 C7Htt03 7.86 0.87 CsHt5N,O 7.91 .0.48

C1H103 7.79 0.86 CaHN20 9.46 0.60 C1Ht3N02 8.23 0.70 CsHnN( 8.28 0.31

C1H,N°2 8.17 0.69 CSH3N3 9.84 0.44 C1Ht5N2O 8.61 0.53 C1HN202 8.42 0.71
C1HttN2O 8.54 0.52 CSHt,02 8.93 0.75 C1HnN3 8.98 0.36 C7H3N30 8.80 0.54

C7Ht3N3 8.92 0.35 CaHt5NO 9.31 0.59 CaHN02 9.12 0.77 C7H5N( 9.17 0.38

CsHN3 9.81 0.43
CsHnN2 9.68 0.42 CaH3N2O 9.50 0.60 C7Ht3O, 7.89 0.87

CsHtt02 8.90 0.75 CsH°2 9.82 0.83 CsH5N3 9.87 0,44 C7Ht5N02 8.26 0.70

CSHt3NO 9.27 0.58 CsH3NO 10.19 0.67 CSHt502 8.96 0.76 C7HnN2O 8.64 0.53

CaHt5N2 9.65 0,42 C,H5N2 10.57 0.50 CaHnNO 9.34 0.59 C1Ht,N, 9.01 0.36
C9HNO 10.16 0.66 CsHnO 10.04 0.65 CaHt,N2 9.71 0,42 CaH03 8.78 0.94
C,H3N2 10.54 0.50 CsHt,N 10.41 0.49 CgH302 9.85 0.83 CaH3N~ 9.15 0.77

CeHt50 10.01 0.65 CtoH5O 10.93 0.74 C9H5NO 10.23 0.67 CaH5N2O 9.53 0.61
CsHnN 10.38 0.49 CtOH7N 11.30 0.58 C9H1N2 10.60 0.51 CaH7N, 9.90 0.44
CtOH3O 10.89 0.74 CtoH2t 11.14 0.56 CeHUO 10.07 0.65 CaHn02 9.00 0.76
CtOH5N 11.27 0.58 CttH9 12.03 0.66 C9H2tN 10.44 0.49 CaHUNO 9.37 0.59

CtOHt9 11.11 0.56 CtOH7O 10.96 0.74 C,H5~ 9.88 0.84
CttH1 12.00 0.66 CtoH,N 11.33 0.58 CsH1NO 10.26 0.67

142 CttHtt 12.06 0.66 CeH,N2 10.63 0.51
140 C(H2N2O( 5.27 0.92 CtOH9O 10.99 0.75
C(H2N,03 5.62 0.73 C(~NS03 5.65 0.74 144 CtoHttN 11.36 0.59
C(H(N(02 5.99 0.55 C(HSN(02 6.02 0.56 C(~N20( 5.31 0.92 CttHU 12.10 0.67
C5H2NO( 5.97 0.95 C5~NO( 6.01 0.95 C(HSN3OS 5.68 0.74 Ct2H 12.98 0.77
C5~N203 6.35 0.77 C5HsN203 6.38 0.77 C(HaN(02 ~ 6.05 0.56
C5HsN302 6.72 0.60 C5HaN302 6.75 0.60 C5HSNO( 6,04 0.95 146
C5HSN(O 7.10 0,42 C5Hl0N(O 7.13 0.42 C5HaN203 6.41 0.78 C(l4N20( 5.34 0.92

CS~O( 6.70 0.99 CSHSO( 6.74 0.99 C5HtoN302 6.79 0.60 C(HaN303 5.71 0.74
CsHsN03 7.08 0.82 CsHaNOs 7.11 0.82 C5Ht2N(O 7.16 0.42 C(HtoN(02 6.09 0.56
CSH,N202 7.45 0.64 CsHtON202 7.49 0.64 CSHsO( 6.77 1.00 C5HaN°( 6.07 0.96
CsHtoN3O 7.83 0.47 CSHt2NSO 7.86 0,47 CsHtONOs 7.14 0.82 C5HtoN203 6.44 0.78
CSHt2N( 8.20 0.30 CSHt(N( 8.23 0.30 CSHt2N202 7.52 0.65 C5Ht2N,02 6.82 0.60
C7Hs03 7.81 0,87 C1H2N( 9.12 0.37 CsHt(N3O 7.89 0.47 C5Ht(N(O 7.19 0.43

C1HtoN02 8.18 0.69 C7Hto03 7.84 0.87 CsHtsN( 8.27 0.30 CSH2N(O 8.08 0.49

C1Ht2N2O 8.56 0.52 C7Ht2N02 8.22 0.70 C1H2N3O 8.78 0.54 CsHtOO( 6.80 1.00

C7Ht(N3 8.93 0.36 C7Ht(N2O 8.59 0.53 C1H(N( 9.15 0.38 CsHt2NO, 7.17 0.82
CsH2N3 9.82 0.43 C1HtsN3 8.97 0.36 C7Ht203 7.87 0.87 CsHt(N202 7.55 0.65

CSHt2°2 8.92 0.75 CSH2N2O 9.48 0.60 C7Ht(N02 8.25 0.70 CsHtsNSO 7.92 0.48

CSHt(NO 9.29 0.58 CSH(N3 9.85 0.44 C7Ht6N2O 8.62 0.53 CsHtaN( 8.30 0.31

CSHtSN2 9.66 0.42 CSHU02 8.95 0.75 C1HtSN3 9.00 0.36 C7H2N202 8.44 0.71
CeH2NO 10.18 0.67 CSHtSNO 9.32 0.59 CaH2N02 9.14 0.77 C7H(NSO 8.81 0.55
C9H(N2 10.55 0.50 CaHtSN2 9.70 0.42 CSH(N2O 9.51 0.60 C1HSN( 9.19 0.38
C,HtsO 10.02 0.65 C9H202 9.84 0.83 CsHsN3 9.89 0.44 C1Ht(03 7.91 0.87

C9HtSN 10.40 0.49 C9H(NO 10.21 0.67 CSHtS02 8.98 0.76 C1HtsN02 8.28 0.70

CtO~O 10.91 0.74 C9l4N2 10.58 0.51 CSHtSNO 9.35 0.59 C1HtaN20 8.65 0.53
CtoHsN 11.28 0.58 C9HtsO 10.05 0.65 CSH20N2 9.73 0.43 CSH203 8.79 0,94
CtOH2o 11.13 0.56 C9H2oN 10.43 0.49 CsH(02 9.87 0.84 CaH(N02 9.17 0.77

C1tHa 12.02 0.66 CtoHsO 10.94 0.74 C9HsNO 10.24 0.67 CSl4N20 9.54 0.61

CtoHSN 11.32 0.58 C9HSN2 10.62 0.51 CaHaN3 9.92 0.44
141 CtOH22 11.16 0.56 C9H20O 10.09 0.66 CaHts02 9.01 0.76
C(HN2O( 5.26 0.92 CttHtO 12.05 0.66 CtOHsO 10.97 0.74 C9Hs02 9.90 0.84
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M+ 1 M+2 M+ 1 M+2 M+ 1 M+2 M + 1 M + 2

CtHeN° 10.27 0.68 C.H12N2 10.68 0.52 CtoH2N2 11.60 0.61 CtoHtaN 11.48 0.60

CtHtON2 10.65 0.51 CtOH12O 11.04 0.75 CIOHt.O 11.07 0.75 CttH.O 11.99 0.86

CtoHto° 11.01 0.75 CtOHt.N 11.41 0.59 CtOHt6N 11.44 0.60 CttH6N 12.36 0.70

CteH12N 11.38 0.59 CttH2N 12.30 0.69 CttH20 11.96 0.85 CttH20 12.21 0.68

CttHt• 12.11 0.67 CttHt6 12.14 0.67 CttH.N 12.33 0.70 C1?HR 13.10 0.79
C12H2 13.00 0.77 Ct2~ 13.03 0.78 CttHt8 12.18 0.68

Ct2H6 13.06 0.78 153

147 149 CsHN2O. 6.34 0.97

C.HTN2O. 5.35 0.92 C.HeN20. 5.39 0.92 151 CsH3N,03 6.71 0.80

C.HeN,o, 5.73 0.74 C.HttN,o, 5.76 0.74 C.HttN2O. 5.42 0.92 CsHsN.02 7.09 0.62

C.HttN.02 6.10 0.56 C.Hj3N.02 6.13 0.56 C.Ht3N,o, 5.79 0.74 C6H3NO. 7.07 1.02

CsHeNO. 6.09 0.96 CsHN.02 7.02 0.62 CsHNsO, 6.68 0.79 C6HsN203 7.44 0.84

CSHttN2O, 6.46 0.78 CSHttNO• 6.12 0.96 CsHsN.02 7.06 0.62 C6HTNs02 7.82 0.67

CsHj3N,~ 6.83 0.60 CsHUN2o, 6.49 0.78 CSHt,NO. 6.15 0.96 C6HeN.O 8.19 0.50

CsHtsN•O 7.21 0.43 CSHtSN,02 6.87 0.61 C6HNO. 7.04 1.01 CTHsO. 7.80 1.07

CsHN,02 7.72 0.66 C6HN2o,' 7,38 0.84 C6H,N2O, 7.41 0.84 CTHTN03 8.18 0.89

C6H,N.O 8.10 0.49 C6H,N,02 7.75 0.66 C6HsNs02 7.79 0.67 CTH9N202 8,55 0.72

C6HttO. 6.82 1.00 C6HsN.O 8.13 0.49 CaHyN.O 8,16 0.50 CTHttN30 8.92 0.56

C6HUNO, 7.19 0.82 CsHuO. 6.85 1.00 CTH3O. 7.77 1.06 CTHt3N• 9.30 0.39

C6HtSN2~ 7,57 0.65 CSHtSN03 7.22 0.83 CTHsN03 8.14 0.89 CaHN. 10.19 0.47

C6HtTN30 7.94 0.48 CyHO. 7.74 1.06 CyHyN202 8.52 0.72 CSH903 8,91 0.95

CrHNO, 8.08 0.89 CTH,NO, 8.11 0.89 CTH,N,O 8,89 0.55 CSHttN02 9.28 0.78

CTH,N202 8.45 0,72 CTHsN202 8.49 0.72 CTHttN. 9.27 0.39 CSHt3N2O 9,66 0.62

CTHsN,O 8.83 0.55 CTHyN30 8.86 0.55 CaHTO, 8.87 0.95 CaHtsN3 10.03 0.45

CTHTN. 9,20 0.38 CTH.N. 9.23 0.38 CaH9N02 9,25 0.78 C9HN20 10,54 0.70

CTHtSO, 7.92 0.87 CaHso, 8.84 0.95 CaHttN20 9.62 0.62 C,H3N3 10.92 0.54

CTHtTN02 8.30 0.70 CaHTN02 9.22 0.78 CaHt3N3 10.00 0.45 C9Hts02 10.01 0.85

CaH,o, 8,81 0.94 CaH•N20 9.59 0.61 C,HN3 10.89 0.54 CsHtsNO 10.39 0,69

C,HsN02 9.19 0.78 CaHttNs 9.97 0.45 C9Htt02 9,98 0.85 C9HtTN2 10.76 0.52

C,HTN2O 9.56 0,61 CtH902 9.95 0.84 C9Ht3NO 10.36 0.68 CtOH02 10.90 0.94

CaHeN, 9.93 0.44 C.HttNO 10.32 0.68 C9HtSN2 10.73 0.52 CtOH3NO 11.28 0.78

C.Hi02 9.92 0.84 C.HtSN2 10.70 0.52 CtoHNO 11.24 0.77 CtoHSN2 11.65 0.62

C,H,NO 10.29 0,68 CtOHN2 11.59 0,61 CtOH3N2 11.62 0.61 CtoHtT° 11.12 0.76

C.HttN2 10,66 0.51 CtOHtSO 11.05 0.75 CtOHtSO 11.09 0,76 CtoHt9N Íl.49 0.60

CtOHttO 11.02 0,75 CtOHtSN 11.43 0.59 CtoHtTN 11.46 0.60 CttHSO 12.01 0.86

CtoHUN 11.40 0.59 CttHO 11.94 0.85 CtiH30 11.97 0.85 CttHTN 12,38 0.70

CttHN 12,28 0.69 CttH,N 12.32 0.69 CitHsN 12,35 0.70 CttH2t 12.22 0.68

CttHts 12.13 0,67 CttHtT 12,16 0.67 CttHt9 12.19 0.68 C12H9 13.11 0.79

C12H, 13.02 0.78 C12Hs 13.05 0.78 Ct2HT 13,08 0.79
154

148 152 CSH2N2O. 6,35 0,97

C.HeN20. 5.37 0.92 150 C.H12N2O. 5.43 0.92 CS~N303 6.73 0.80

C.HtON30, 5.74 0.74 C.HtON2O. 5.40 0.92 CSH2Ns03 6.70 0.79 CSH6N.02 7,10 0.62

C.H12N.02 6.12 0.56 C.Ht2N3O, 5.78 0.74 CsH.N(02 7.07 0.62 C6~NO. 7,09 1.02

CSHtONO• 6.10 0.96 C.Ht.N.02 6.15 0.56 C6H2NO. 7.05 1.01 C6HaN203 7.46 0.84

CSHt·2N2o, 6.48 0.78 CSH2N.02 7.04 0.62 C6H.N203 7.43 0.84 C6HaN302 7.83 0.67

CsHt.N,02 6.85 0.60 CSHt2NO. 6.13 0.96 C6H6N302 7.80 0.67 C6HtoN.O 8.21 0.50

CsHt6N•O 7.22 0.43 CsHt.N203 6.51 0.78 C6HaN•O 8,18 0.50 CTHa°. 7,82 1.07

C6H2N302 7.74 0.66 C6H2N203 7.40 0.84 CTH.O. 7,79 1.06 CTHaNOs 8.19 0.90

C6~N.O 8.11 0.49 C6~N302 7,77 0.67 CTH6N03 8.16 0.89 CTHtoN202 8.57 0,73

CaHt2O. 6.83 1.00 C6HaN.O 8,15 0.49 CTHeN202 8.53 0.72 CTHt2N3O 8,94 0.56

CSHt.N03 7.21 0.83 C6Ht.O. 6.86 1.00 CTHtON,O 8,91 0.55 CTHt.N. 9.31 0,39

C6HtSN202 7.58 0.65 CTH2O. 7.75 1.06 CTHt2N. 9.28 0.39 CSH2N. 10.20 0.47

CTH2N03 8.10 0.89 CT~N03 8.13 0.89 CaHs03 8,89 0.95 CSHtOO3 8.92 0,95

C¡H.N202 8.47 0.72 CTHaN202 8,50 0.72 CaHtON02 9.27 0.78 CaHt2N02 9,30 0,79

C¡HaN3O 8.84 0.55 CTHaN30 8.88 0,55 CaHt2N2O 9,64 0.62 CSHt.N2O 9.67 0.62

C¡HsN. 9.22 0.38 CTHtoN. 9,25 0.38 CaH14N3 10.01 0.45 CSHt6N3 10,05 0.46

CTH1603 7.94 0.88 CaHaOs 8.86 0.95 Ctfl2N3 10.90 0.54 C9H2N2O 10.56 0.70

CsH.O, 8.83 0.94 CaH,N02 9.23 0.78 C9H1202 10,00 0.85 C9H•N3 10.93 0.54

CaH6N02 9.20 0.78 CaHíON20 9,61 0,61 C,Ht.NO 10.37 0.68 C9Ht.02 10.03 0,,85

C,H,N2O 9.58 0.61 CaHI2N3 9.98 0.45 C,Ht6N2 10.74 0.52 C9Ht6NO 10.40 0.69

CaHtoN3 9.95 0.45 CtfltOO2 9.96 0.84 CtOH2NO 11,26 0.78 C9HtSN2 ;10.78 0.53

C.Hs02 9,93 0.84 C.Ht2NO 10.34 0.68 CtOH(N2 11,63 0.62 C1oH202 10.92 0.94

C.HloNO 10.31 0.68 C,HI.N2 10.71 0.52 CtoHt6O 11.10 0.76 CtoH.NO 11.29 0.78
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M+ 1 M+2 M+ 1 M+2 M+ 1 M+2 M+ 1 M+ 2

C10HsN2 11.67 0.62 CsHsN3 10.97 0.55 C7H1.N202 8.63 0.73 160

C1oH1aO 11.13 0.76 CSH1S02 10.06 0.85 C7H1SN3O 9.00 0.56 C5HSN2O. 6.45 0.98
C1oH2oN 11.51 0.60 CsH1SNO 10.43 0.69 C7H1aN. 9.38 0.40 C5Hl0N30S 6.83 0.80
Cl1HsO 12.02 0.86 CSH20N2 10.81 0.53 CSH2N202 9.52 0.81 C5HI2N.02 7.20 0.63
Cl1HSN 12.40 0.70 C10H.02 10.95 0.94 CSH.N3O 9.89 0.64 CsH10NO. 7.18 1.02
Cl1H22 12.24 0.68 C10HsNO 11.32 0.78 CSHSN. 10.27 0.48 CsH12N203 7.56 0.85
C12H1o 13.13 0.79 C10HaN2 11.70 0.62 CSH1.03 8.99 0.96 CSH1.N302 7.93 0.68

C10H2oO 11.17 0.77 CSH1SN02 9.36 0.79 CSH1SN.O 8.31 0.51
155 C10H22N 11.54 0.61 CsH1SN2O 9.74 0.63 C7H2N302 8.82 0.75
C5H3N2O. 6.37 0.97

Cl1HaO 12.05 0.86 CSH2oN3 10.11 0.46 C7H.N.O 9.19 0.58
C5H5N303 6.75 0.80

Cl1H10N 12.43 0.71 CSH203 9.88 1.04 C7HI2O. 7.91 1.07
C5H7N.02 7.12 0.62

Cl1H2• 12.27 0.69 CsH.N02 10.25 0.87 C7H1.N03 8.29 0.90
CSH5NO• 7.10 1.02

13.16 0.80 CsHsN20 10.62 0.71 C7H1SN202 8.66 0.73CI2H12
CSH7N203 7.48 0.84 CsHsN3 11.00 0.55 C7H1SN3O 9.04 0.57
CsHeN302 7.85 0.67

157 CeHla02 10.09 0.86 C7H20N. 9.41 0.40
CSHl1N.O 8.23 0.50 CSH20NO 10.47 0.69 C8H2N03 9.18 0.97
C7H7O. 7.83 1.07 C5H5N2O. 6.40 0.98

C5H7N303 6.78 0.80 CSH22N2 10.84 0.53 C8H•N202 9.55 0.81
C7HSNOS 8.21 0.90

C5HeN.02 7.15 0.62 C10Hs02 10.98 0.95 C8HsN3O 9.92 0.64
C7Hl1N202 8.58 0.73

7.13 1.02 C10HaN° 11.36 0.79 C8HaN. 10.30 0.48CSH7NO•C7H13N30 8.96 0.56
7.51 0.85 C1oH10N2 11.73 0.63 C8H1S03 9.02 0.96CsHeN203C7HI5N. 9.33 0.39 C.OH22O 11.20 0.77 C8H18N02 9.39 0.79CSHl1N302 7.88 0.67

CsHN30 9.84 0.64
0.50 Cl1H10O 12.09 0.87 CSH20N2O 9.77 0.63CSHI3N•O 8.26

C8HsN. 10.22 0.47 Cl1H12N 12.46 0.71 CeH.°3 9.91 1.04CyHN.O 9.15 0.57
CSH110S 8.94 0.95

1.07 C12H1• 13.19 0.80 C9HSN02 10.28 0.88CyH90. 7.87
CSH13N02 9.31 0.79

0.90 C13H2 14.08 0.92 C9HSN20 10.66 0.71
CSH15N2O 9.69 0.62 C7Hl1N03 8.24

C7H13N202 8.61 0.73 C9H10N3 11.03 0.55
CsHnN3 10.06 0.46

C7H15NSO 8.99 0.56 C9H2002 10.12 0.86
C.HN02 10.20 0.87 159

CyHnN( 9.36 0.39 C1oHa02 11.01 0.95
C9HSN2O 10,58 0.71

CaRN202 9.50 0.80 C5H7N2O( 6.43 0.98 C10H10NO 11.39 0.79
C9H5NS 10.95 0.54

C8H3NSO 9.88 0.64
C5HsNsOS 6.81 0.80

C10H12N2 11.76 0.63
C.H1502 10.04 0.85 C5Hl1N(02 7.18 0.63

C8H5N( 10.25 0.48 Cl1H12O 12.12 0.87
CsHnNO 10.42 0.69 CsHaNO( 7.17 1.02

C8H1SOS 8.97 0.96 Cl1H1(N 12.49 0.72
CeHlsN2 10.79 0.53 CSHl1N20~ 7.54 0.85

CSH15N02 9.35 0.79 C12H2N 13.38 0.82
C10Hs02 10.93 0.94

C8H1yN2O 9.72 0.62 CsH13N302 7.91 0.68
C12H1S 13.22 0.80

C1oH5NO 11.31 0.78
CSH19NS 10.09 0.46 CSHI5N(O 8.29 0.51

C13~ 14.11 0.92
C10HyN2 11.68 0.62 CyHNS02 8.80 0.75
C10H190 11.15 0.76

CtHOs 9.86 1.03
C7HSN(O 9.18 0.58

C10H21N 11.52 0.60 C9HSN02 10.23 0.87
CyHl1O( 7.90 1.07 161

CI1HyO 12.04 0.86 C9H5N2O 10.61 0.71
CyH13NOS 8.27 0.90 C5H9N2O( 6.47 0.98

CIIH.N 12.41 0.71 C9HyNS 10.98 0.55
CyH15N202 8.65 0.73 C5Hl1NSOS 6.84 0.80

C11H2S 12.26 0.69 C9H1702 10.08 0.86
CyH17NSO 9.02 0.56 C5H13N.02 7.22 0.63

C12Hl1 13.14 0.79 C9HlaN° 10.45 0.69
CyH1eN( 9.39 0.40 CSHN(02 8.10 0.69

C9H21N2 10.82 0.53
CSHNOs 9.16 0.97 CSHl1NO. 7.20 1.03

156 C10H502 10.96 0.94
CSHSN202 9.53 0.81 CSH1SN2OS 7.57 0.85

C5H.N2O( 6.39 0.98 C10HyNO 11.34 0.78
C8H5NSO 9.91 0.64 CSH15NS02 7.95 0.68

C5HsN30s 6.76 0.80 C1oH9N2 11.71 0.63
CSH7N( 10.28 0.48 CSH17N(O 8.32 0.51

C5HSN(02 7.14 0.62 C10H21O 11.18 0.77
C8H150s 9.00 0.96 CyHN20s 8.46 0.92

CSHsNO( 7.12 1.02 C10H23N 11.56 0.61
CSHJ7N02 9.38 0.79 C7HsNs02 8.84 0.75

CSH8N2O, 7.49 0.85 Cl1H90 12.07 0.86
CSH1aN20 9.75 0.63 CyH5N(O 9.21 0.58

CSH10Ns02 7.87 0.67 Cl1Hl1N 12.44 0.71
CSH21NS 10.13 0.46 C7H1SO( 7.93 1.08

CSH12N(O 8.24 0.50 C12H13 13.18 0.80
C9H30S 9.89 1.04 CyH15NOS 8.30 0.90

C1HaO( 7.85 1.07 C13H 14.06 0.91
CtH5N02 10.27 0.87 C7H17N202 8.68 0.74

C1H10NOS 8.22 0.90 C9H1N20 10.64 0.71 C1H19NSO 9.05 0.57
C1H12N202 8.60 0.73 158 CtH9Ns 11.01 0.55 CSHO( 8.82 1.14

CyH1(NSO 8.97 0.56 C5HsN2O( 6.42 0.98 C9HU02 10.11 0.86 CsH3NOS 9.19 0.98

CyH18N( 9.35 0.39 C5HaNsOs 6.79 0.80 CtH21NO 10.48 0.70 CSH5N202 9.57 0.81
CSH2NSO 9.86 0.64 C5Hl0N(02 7.17 0.63 C10H102 11.00 0.95 CSH1NSO 9.94 0.65
CsH.N( 10.24 0.47 CsHaNO( 7.15 1.02 CtOH9NO 11.37 0.79 CsHeN( 10.32 0.48

CaR120s 8.95 0.96 CSHtON2OS 7.52 0.85 CtoHl1N2 11.75 0.63 CSH1703 9.03 0.96
CSH1(NOZ 9.33 0.79 CSH12N302 7.90 0.68 Cl1Hl1O 12.10 0.87 CSHtsN°z 9.41 0.80

CS~18NzO 9.70 0.62 CSHt(N(O 8.27 0.50 Cl1HtSN 12.48 0.71 C9H50S 9.92 1.04

CaRtaNs 10.08 0.46 CyH2N(O 9.16 0.58 C12HN 13.37 0.82 C9HyNOZ 10.30 0.88

C9H2NOZ 10.22 0.87 CyHtOO( 7.88 1.07 C12Ht5 13.21 0.80 C9H9N2O 10.67 0.72
C9H.NzO 10.59 0.71 CyH12NOS 8.26 0.90 CUHS 14.10 0.92 C9Hl1NS 11.05 0.56

SO spectrometric identification of organic cornpounds



M+ 1 M+ 2 M+ 1 M+2 ~ M+ 1 M+ 2 M+ 1 M+ 2

CtOH,02 11.03 0.95 CSH1N202 9.60 0.81 C1HsN2OS 8.52 0.92 CSH6N30, 7.83 0.87
CtOHUNO 11.40 0.79 CsHeNsO 9.97 0.65 C1H1N302 8.90 0.75 CSH1N(02 8.20 0.70
CtOHUN2 11.78 0.63 CSHUN( 10.35 0.49 C1H9N(O 9.27 0.59 C1HSNO( 8.18 1.10
CUHN2 12.67 0.74 C9H1Os 9.96 1.04 CSHSO( 8.88 1.15 C1H1N203 8.56 0.93
CuHUO 12.13 0.87 CeH9N02 10.33 0.88 CsH1NOs 9.26 0.98 C1HgN302 8.93 0.76
CUHt5N 12.51 '0.72 CeHuN20 10.70 0.72 CSHgN202 9.63 0.82 C1HUN(O 9.31 0.59
CuHO 13.02 0.98 C9HnNs 11.08 0.56 CSHUNSO 10.00 0.65 CSH1O( 8.91 1.15
CuHsN 13.40 0.83 CtoHNs 11.97 0.66 CSHnN( 10.38 0.49 CSHgN03 9.29 0.99
CuHn 13.24 0.81 C10HU02 11.06 0.95 C.HN( 11.27 0.58 CsHl1N202 9.66 0.82
C13HS 14.13 0.92 C10H13NO 11.44 0.80 CeHgOs 9.99 1.05 CSH13NsO 10.04 0.66

C1oH15N2 11.81 0.64 C9H11N02 10.36 0.88 CSH1SN( 10.41 0.49
162 CuHNO 12.32 0.89 C9HnN2O 10.74 0.72 C9HN30 10.93 0.74
CSH10N2O. 6.48 0.98 CuH3N2 12.70 0.74 C9H1SN3 11.11 0.56 C9H3N( 11.30 0.58
CsHuNsOs 6.86 0.81 CUH1SO 12.17 0.88 C10HN2O 11.62 0.82 C9H110S 10.02 1.05
CsH1.N.02 7.23 0.63 C11HI1N 12.54 0.72 C10HsN3 12.0{) 0.66 C9H1SN02 10.39 0.89
C8H2N.02 8.12 0.69 C12HsO 13.05 0.98 C1oH1302 11.09 0.96 CgH1SN2O 10.77 0.73
C8H12NO( 7.21 1.03

C12HsN 13.43 0.83 C1OH1SNO 11.47 0.80 C9H11N3 11.14 0.57
C8Hj¿N2OS 7.59 0.85

C.12HU 13.27 0.81 C10H11N2 11.84 0.64 C10HN02 11.28 0.98
CSH16NS02 7.96 0.68

CnHl 14.16 0.93 C11H02 11.98 1.05 C10H3N2O 11.66 0.82
CsH18N.° 8.34 0.51 Cl1H3NO 12.36 0.90 C10HsNs 12.03 0.66
CTH2N2Os 8.48 0.92 Cl1HsN2 12.73 0.74 C10H1S02 11.12 0.96
CT~N302 8.85 0.75 164

CsHUN2O. 6.51 0.98 Cl1HI1O 12.20 0.88 C1oH11NO 11.50 0.80
CTHsN.O 9.23 0.58

CSH1.N30s 6.89 0..81 C11H19N 12.57 0.73 C1OH1eN2 11.87 0.65
CTHI4O. 7.95 1.08

CSH1SN(02 7.26 0.63 C12HsO 13.09 0.99 Cl1H302 12.01 1.06
CTH16NOS 8.32 0.91 C12H1N 13.46 0.84 Cl1HsNO 12.39 0.90
CTHlaN202 8.69 0.74 C8H2NsOs 7.78 0.87

CSH(N.02 8.15 0.70 C12H21 . 13.30 0.81 C11HTN2 12.76 0.75
CaH2O. 8.83 1.15

CSH1(NO( 7.25 1.03 CnH9 14.19 0.93 C11H19O 12.23 0.88
Cs~NOs 9.21 0.98 Cl1H21N 12.60 0.73
CaHsN202 9.58 0.81 C8H16N203 7.62 0.86 166 C12HTO 13.12 0.99
CaHaN30 9.96 0.65 CTH2NO( 8.13 1.09 CSHj¿N2O( 6.55 0.99 C12HgN 13.49 0.84
CSH10N( 10.33 0.48 CT~N20S 8.51 0.92 CSH2N2O( 7.44 1.04 C12H23 13.34 0.82
CaH180s !l.05 0.96 C7BaNs02 8.88 0.75 CSH(N3OS 7.81 0.87 C13Hl1 14.22 0.94
C9HsOs 9.94 1.04 CTHSN.O 9.26 0.59 CSBaN(02 8.18 0.70
CeHaN°2 10.31 0.88 CTH160( 7.98 1.08 C1H(NO( 8.17 1.09

C.H10N2O 10.69 0.72 CaH•O• 8.87 1.15
CTHSN203 8.54 0.92 168

C9H12NS 11.06 0.56 CaHsN03 9.24 0.98
C1HaN302 8.92 0.76 CS~N20. 7.47 1.04

C10H1002 11.04 0.95 CSHSN202 9.61 0.81 C1H10N(O 9.29 0.59 CSH6N30, 7.84 0.87
C10H12NO 11.42 0.79 CSH10N3O 9.99 0.65 CaHsO( 8.90 1.15 CSHSN(02 8.22 0.70
C10H1(N2 11.79 0.64 CSH12N( 1.0.36 0.49

CaHSN03 9.27 0.98 CTH6NO( 8.20 1.10
Cl1H2N2 12.68 0.74 C,Hs03 9.97 1.05 CSH10N202 9.65 0.82 C1HaN2Os 8.57 0.93
Cl1H1.O 12.15 0.87 C9H10N02 10.35 0.88 CsH12N3O 10.02 0.65 CTH10N302 8.95 0.76
C11H16N 12.52 0.72 C9HuN2O 10.72 0.72 CSH1(N( 10.40 0.49 CTHI2N(O 9.32 0.59
C12H2O 13.04 0.98 C.H14Na 11.09 0.56

C9H2N( 11.28 0.58 CSHsO( 8.93 1.15
CUH(N 13.41 0.83 C10H2Ns 11.98 0.66 C9Hl00S 10.00 1.05 CSH10NOs 9.30 0.99
CuH18 13.26 0.81 C10H1202 11.08 0.96 CgH12N02 10.38 0.89 CSHU)/202 9.68 0.82
CuBa 14.14 0.92 C10H1(NO 11.45 0.80 C9Hl(N2O 10.75 0.72 CeH14N30 10.05 0.66

C1oH16N2 11.83 0.64
C9H1SNS 11.13 0.56 CSH1SN( 10.43 0.49

163 C11H2NO 12.34- 0.90 C10H2N2O 11.64 0.82 C9H2N3O 10.94 0.74
CSH11N2O( 6.50 0.98 C11H¿N2 12.71 0.74 C10H(N3 12.01 0.66 CgH(N( 11.32 0.58
CsHnNsOs 6.87 0.81 C11H1SO 12.18 0.88 C10H1(02 11.11 0.96 C9H1203 10.04 1.05
C5H16N(02 7.25 0.63 C11H1sN 12.56 0.72

C1OH1SNO 11.48 0.80 C9Hl.N02 10.41 0.89
CsHNsOs 7.76 0.87 C12H.O 13.07 0.98 C1oH1aN2 11.86 0.64 C9H1SN2O 10.78 0.73
CSH3N.02 8.14 0.69 C12HsN 13.45 0.83 CUH202 12.00 1.06 C9H1SN3 11.16 0.57
C8H13NO( 7.23 1.03 C12H20 13.29 0:81 C11H(NO 12.37 0.90 C10H2N02 11.30 0.98
C8H1SN20S 7.60 0.85 CuHa 14.18 0.93 C11HeN2 12.75 0.75 C10H.N2O 11.67 0.82
CsHnNs02 7.98 0.68 Cl1H1sO 12.21 0.88 C1oHsN3 12.05 0.67
CTHNO. 8.12 1.09 166 C11H2oN 12.59 0.73 C10H1S02 11.14 0.96
CTHsN203 8.49 0.92 CsH13N2O. 6.53 0.98 C12HsO 13.10 0.99 C10H18NO 11.52 0.80
CTHsN302 8.87 0.75 CsH16N,OS 6.91 0.81 C12HaN 13.48 0.84 CtoH2oN2 11.89 0.65
C1HTN.O 9.24 0.58 CsHN2O. 7.42 1.04 C12H22 13.32 0.82 C11H(02 12.03 1.06
CTH1SO( 7.96 1.08 CsHsNsOs 7.79 0.87 CtsHIO 14.21 0.93 C11HsNO 12.40 0.90
CTHuN03 8.34 0.91 CSHSN(02 8.17 0.70 C11HaN2 12.78 0.75
CaH30( 8.85 1.15 CSH1SNO( 7.26 1.03 167 CtjH200 12.25 0.89
CaH5NOS 9.22 0.98 C1H3NO( 8.15 1.09 C6H3N2O( 7.45 1.04 C11H22N 12.62 0.73

appendix a 51



M+ 1 M+2 M+1 M+ 2 M+1 M+ 2 M+l M+ 2

C12HsO 13.13 0.99 C9H20N3 11.19 0.57 CSH12N.02 8.28 0.71 C1oHs03 11.00 1.15

C12H10N 13.51 0.84 C1oH203 10.96 1.14 C¡H1oNO. 8.26 1.10 C10HTN02 11.38 0.99
C12H2• 13.35 0.82 C10H.N02 11.33 0.98 C¡H12N203 8.64 G.93 C10H.N2O 11.75 0.83
CI3H12 14.24 0.94 C10HsN2O 11.70 0.83 CTH1.N302 9.01 0.76 C10Hl1N3 12.13 0.67

C10HaN3 12.08 0.67 CTH1SN.O 9.39 0.60 C10H2102 11.22 0.97
169 C1oH1s02 11.17 0.97 CaH2N302 9.90 0.84 C1oH2,NO 11.60 0.81
CsHsN2O. 7.48 1.05 C10H20NO 11.55 0.81 CS~N.O 10.27 0.68 Cl1H.02 12.11 1.07

CSHTN303 7.86 0.87 CloH22N2 11.92 0.65 CsHI2O. 8.99 1.16 Cl1HIINO 12.48 0.91
CsH.N.02 8.23 0.70 CIIHs02 12.06 1.06 CaH14N03 9.37 0.99 Cl1H13N2 12.86 0.76
C¡H¡NO. 8.21 1.10 CIIHaNO 12.44 0.91 CaH16N202 9.74 0.83 C12HN2 13.75 0.87
C¡H.N203 8.59 0.93 Cl1H10N2 12.81 0.75 CSHt8N30 10.12 0.66 C12Hj30 13.21 1,00

CTHl1N302 8.96 0.76 CIIH220 12.28 0.89 CsH20N. 10.49 0.50 C12H1SN 13.59 0.85

C¡HI,N.O 9.34 0.59 Cl1HuN 12.65 0.74 CSH2N03 10.26 1.07 C1,HO 14.10 1.12

CaHN.O 10.23 0.67 CI2HIOO 13.17 1.00 CSH.N202 10.63 0.91 C13H3N 14.48 0.97

CaHsO. 8.95 1.16 CI2H12N 13.54 0.85 C.HsN3O 11.01 0.75 CI3Hn 14.32 0.95

CaHl1N03 9.32 0.99 C12H2S 13.38 0.83 CsHsN. 11.38 0.59 CI.Hs 15.21 1.07

CaHI,N202 9.69 0.82 CI3HI• 14.27 0.94 CIHIS03 10.10 1.06
CaHIsN30 10.07 0.66 CI.H2 15.16 1.07 CIH1sN°2 10.47 0.90 174

CaHnN• 10.44 0.50 CSH2oN2O 10.85 0.73 CSH10N2O. 7.56 1.05

C.HN202 10.58 0.91 CeH22N3 11.22 0.57 CSH12N,Os 7.94 0.88

CtH3N30 10.96 0.75 171 CIOH.03 tO.99 1.15 CSH1.N.02 8.31 0.71

C.HsN. 11.33 0.59 CSH¡N2O. 7.52 1.05
CloHsN02 11.36 0.99 C¡H2N.02 9.20 0.78

CeH\3Os 10.05 1.05 CsHIN303 7.89 0.88 CloHaN20 11.74 0.83 C¡HI2NO. 8.29 1.10

CIHISN02 10.43 0.89 CsHl1N.02 8.26 0.70
CIOHIO~3 12.11 0.67 C¡HI.N2O, 8.67 0.93

CsHnN20 10.80 0.73 C¡HSNO. 8.25 1.10
CloH2002 11.20 0.97 C¡H16N,02 9.04 0.77

CsHUN3 11.17 0.57 C¡Hl1N203 8.62 0.93 C1oH22NO 11.58 0.81 C¡HlaN•O 9.42 0.60
CloH03 10.94 1.14 C¡HI3N,02 9.00 0.76 CloH2.N2 11.95 0.65 CaH2N203 9.56 1.01

CloH3N02 11.31 0.98 C¡HlsN.O 9.37 0.60 Cl1Hs02 12.09 1.07 CaH•N302 9.93 0.85
C1oHsN2O 11.69 0.82 CsRN302 9.88 0.84 Cl1HIONO 12.47 0.91 CaHs..N.O 10.31 0.68
CloH¡N3 12.06 0.67 CSH3N•O 10.26 0.68 Cl1H12N2 12.84 0.76 CaHI.O. 9.03 1.16

CIOH\T02 11.16 0.96 CaHIIO. 8.98 1.16
CIIHuO 12.31 0.89 CaHlsNO, 9.40 1.00

CIOHUNO 11.53 0.81 CaHlsNOs 9.35 0.99 C12HI2O 13.20 1.00 CSHISN202 9.77 0.83
C10H21N2 11.91 0.65 CsH1SN202 9.73 0.83 C12HI.N 13.57 0.85 CaH2oN,O 10.15 0.67
C\lHS02 12.05 1.06 CaHnN30 10.10 0.66 CI3H2N 14.46 0.97 CaH22N. 10.52 0.50
C\lH¡NO 12.42 0.91 CaHUN• 10.48 0.50 ClsHIS 14.30 0.95 CSH2O. 9.91 1.24

CIIH.N2 12.79 0.75 CeHN03 10.24 1.07
C14H• 15.19 1.07 CSH.N03 10.29 1.08

Cl1HzlO 12.26 0.89 CsHsNz02 10.61 0.91 CSHSNz02 10.66 0.92
Cl1H2,N 12.64 0.73 C.HsN30 10.99 0.75 CsHaN,O 11.04 0.75
CI2HgO 13.15 1.00 CsH¡N. 11.36 0.59 173

CSHloN. 11.41 0.60
CI2HIIN 13.53 0.84 C.HIS03 10.08 1.06 CsHsNzO. 7.55 1.05

CSH1sO, 10.13 1.06

C12H2S 13.37 0.82 CSH\1N02 10.46 0.89 CsHIINsO, 7.92 0.88
CSHzON02 10.51 0.90

CI,HI' 14.26 0.94 C.H1sN20 10.83 0.73 CSHI3N.02 8.30 0.71
CSH22N2O 10.88 0.74

CI.H 15.14 1.07 CSH21N3 11.21 0.57 C¡HN.02 9.18 0.78
CloHsO, 11.02 1.15

CIOH30S 10.97 1.14 C¡HIINO. 8.28 1.10
CloHaN02 11.39 0.99

170 CIOHsN02 11.35 0.99 C¡H\3N203 8.65 0.93
CIOHION2O 11.77 0.83

CsHsN2O. 7.50 1.05 CIOH¡NZO 11.72 0.83 C¡H1SN302 9.03 0.77 CIOHI2N, 12.14 0.68
CsHaNsOs 7.87 0.87 CloH9NS HL09 0.67 C¡HnN.O 9.40 0.60 C10H2202 11.24 0.97
CSH10N.02 8.25 0.70 CloH\102 11.19 0.97 CSHN203 9.54 1.01

Cl1HIOO2 12.13 1.07
C¡HaNO• 8.23 1.10 CIOH21NO 11.56 0.81 CaH3N302 9.92 0.84 Cl1H12NO 12.50 0.92
C¡HION203 8.60 0.93 CloH2,N2 11.94 0.65 CaHsN.O 10.29 0.68 Cl1HuN2 12.87 0.76
C¡HI2N,02 8.98 0.76 CIIH¡OZ 12.08 1.07 CSHI30. 9.01 1.16

CI2H2N2 13.76 0.88
C¡HI.N.O 9.35 . 0.59 Cl1HgNO 12.45 0.91 CaH1sN03 9.38 0.99

CI2HI.O 13.23 1.01
CaH2N•O 10.24 0.68 CIIHIIN2 12.83 0.76 CaHI¡N2OZ 9.76 0.83 CI2H16N 13.61 0.85
CaHloO. 8.9.6 1.16 C1IHZ30 12.29 0.89 CsHISN30 10.13 0.66 CI,H2O 14.12 _ 1.12
CaHI2NO, 9.34 0.99 Cl1H2SN 12.67 0.74 CSH2\N. 10.51 0.50

CI,H.N 14.49 0.97
CaHUN20z 9.71 0.82 CI2H\lO 13.18 1.00 C.HO. 9.90 1.24

CISHu 14.34 0.95
CaHIsN30 10.08 0.66 ClzHl,N 13.56 0.85 CSH3NOS 10.27 1.08

CuHs 15.22 1.08
CaHlsN. 10.46 0.50 CI3HN 14.45 0.97 CsHsNz02 10.65 0.91

CsHzN202 10.60 0.91 CI3HIS 14.29 0.94 CsH¡N30 il.02 0.75

CsH.N3O 10.97 0.75 CI.H3 15.18 1.07 CSHsN. 11.40 0.59 175

C9HSN• 11.35 0.59 CsHn03 10.12 1.06 CsHIIN2O. 7.58 1.05

C.HI.03 10.07 1.06 172 CsHUN02 10.49 0.90 CSHISN,O, 7.95 0.88
C.HISN02 10.44 0.89 CsHSNzO. 7.53 1.05 CeH21NzO 10.86 0.74 CSH1SN.02 8.33 0.71
C.HUN2O 10.82 0.73 CSHIONsOs 7.91 0.88 CSH23N, 11.24 0.58 C¡HNSO, 8.84 0.95

S2 spectrometric identification of organic compounds



M+1 M+2 M+ 1 M+2 M+ 1 M + 2 M + 1 M+2

C7H3N(02 9.22 0.78 CtOHt(N3 12.17 0.68 C7HtSNZ03 8.73 0.94 CtZHZtN 13.69 0.87

C7Ht3NO( 8.31 1.11 CjjHZN3 13.06 0.79 CSH(NO. 9.25 1.18 C\3H7O 14.20 1.13

C7H,sNz03 8.68 0.94 Cl1HtZOz 12.16 1.08 CSH6NZ03 9.62 1.02 C'3H,N 14.57 0.99

C7HnN30z 9.06 0.77 CjjH,(NO 12.53 0.92 CsHsN30Z 10.00 0.85 C\3H23 14.42 0.96

C7HUN(O 9.43 0.60 CjjHt6N2 12.91 0.77 CSH'ON(O 10.37 0.69 CUHjj 15.30 1.09

CSHNO( 9.20 1.18 CtZH2NO 13.42 1.03 CSH,sO( 9.09 1.17

CSH3NZOS 9.57 1.01 C\2H(NZ 13.79 0.88 C,H60( 9.98 1.25 180

CsHsN30Z 9.95 0.85 C'ZHt60 13.26 1.01 C,HSN03 10.35 1.08 CSHtsNZO( 7.66 1.06

CSH7N(O 10.32 0.68 C1zHlaN 13.64 0.86 C,HtoNZOz 10.73 0.92 C7H(NzO. 8.55 1.12

CSH17N03 9.42 1.00 Ct3H(O 14.15 1.13 C,HtZN3O 11.10 0.76 C7HsN303 8.92 0.96

CSHt,N2OZ ~.79 0.83 C\3HSN 14.53 0.98 C,H,(N( 11.48 0.60 C7HSN.Oz 9.30 0.79

CSHZtN30 10.16 0.67 C\3Hzo 14.37 0.96 CtoHzN. 12.36 0.70 CSH6NO• 9.28 1.18

CsH1sO. 9.04 1.16 Ct.Hs 15.26 1.08 C1oHIOO3 11.08 1.16 CaHsNz03 9.65 1.02

C9H30( 9.93 1.24 CtoHtZNOz 11.46 1.00 CSHtON30Z 10.03 0.85

C9HsN03 10.30 1.08 177 CtOHI(NZO 11.83 0.84 CRH\2N.O 10.40 0.69

C9H7N2Oz 10.68 0.92 CSHt3N2O. 7.61 1.06 CtOHISN3 12.21 0.68 CsHsO. 10.01 1.25

C9H,N3O 11.05 0.76 CSHISN30S 7.99 0.88 CjjHZNZO 12.72 0.94 C9HtoN03 10.38 1.09

C9HjjN. 11.43 0.60 CSHI7N(Oz 8.36 0.71 CjjH.NS 13.10 0.79 C9HtZNZOz 10.76 0.93

C9H190S 10.15 1.06 CTHNZO( 8.50 1.12 CItHt(OZ 12.19 1.08 C9HI(N3O 11.13 0.77

C9HZtN02 10.52 0.90 CTH3NsOs 8.87 0.95 CttHtSNO 12.56 0.92 C9Ht6N( 11.51 0.61

CtoHTOs 11.04 1.15 CTHSN(OZ 9.25 0.78 CltH1sNz 12.94 0.77 CtoHZN3O 12.02 0.86

C1oH9NOZ 11.41 0.99 CTH1SNO. 8.34 1.11 CtZHZOz 13.08 1.19 C,oH.N( 12.40 0.71

CtoHltNZO 11.78 0.83 CTHI7NZOs 8.72 0.,94 Ct2H.NO 13.45 1.03 CtOHtZ03 11.12 1.16

CtoH\3NS 12.16 0.68 CTHl,NsOz 9.09 0.77 C1zHsN2 13.83 0.88 CtoHt(NOZ 11.49 1.00

CItHNs 13.05 0.78 CaH3NO• 9.23 1.18 C'2H,sO 13.29 1.01 CtoH1SN2O 11.86 0.84

CltHtt02 12.14 1.07 CsHsNz09 9.61 1.01 C\2H20N 13.67 0.86 C,oH\8N3 12.24 0.69

CItHtsNO 12.52 0.92 CSHTN302 !J.98 0.85 Ct3HSO 14.18 1.13 Cl1H2N02 12.38 1.10

C"HtSN2 12.89 0.77 CSH9N•O 10.35 0.69 CI3HsN 14.56 0.98 Cl1H(N2O 12.75 0.95
Ct2HNO 13.40 1.03 CSHtTO( 9.07 1.17 Ct3H2Z 14.40 0.96 CttHSNs 13.13 0.80

CtZH3N2 13.78 0.88 CsHlsNOs 9.45 1.00 Ct.H1o 15.29 1.09 CltH1SOZ 12.22 1.08

C\2H,sO 13;25 1.01 C91ISO. 9.96 1.25 CItH'8NO 12.60 0.93

C\2H17N 13.62 0.86 C9HTNOs 10.34 1.08 c.,H20N2 12.97 0.78
Ct3HSO 14.14 1.12 C9H,Nz02 10.71 0.92 179

C'ZH(02 13.11 1.19

C!3HsN 14.51 0.98 C9HltN3O 11.09 0.76 C6H,sN2O. 7.64 1.06
C'2HsNO 13.48 1.04

Ct3HU 14.35 0.95 C9Ht3N• 11.46 0.60 CSH17N303 8.02 0.89
Ct2HsN2 13.86 0.89

CUHT 15.24 1.08 C1oHN( 12.35 0.70 CTH3N2O. 8.53 1.12
Ct2HzoO 13.33 1.02

CtOH903 11.07 1.16 CTHsN303 8.91 0.95
Ct2H22N 13.70 0.87

C'OHItN02 11.44 1.00 CTHTN(02 9.28 0.79
C\3HsO 14.22 1.13

176 ~ CtOH\3NZO 11.82 0.84 CTH1TNO. 8.37 1.11
CtSH,oN 14.59 0.99

CSH1ZN2O. 7.60 1.05
CtoHtsN3 12.19 0.68 CsHsNO. 9.26 1.18

C'3HU 14.43 0.97
CSHt(N303 7.97 0.88

CItHNzO 12.71 0.94 CSHTNz03 9.64 1.02
CuH,z 15.32 1.09

CSHtSN.Oz 8.34 0.71
CttH3N3 13.08 0.79' C8H,N3OZ 10.01 0.85

CTHzN303 8.86 0.95
CIIHUOz 12.17 1.08 CSHjjN.O 10.39 0.69

CT~N(OZ 9.23 0.78
CItHtSNO 12.55 0.92 C9HrO. 9.99 1.25 181

CTH1.NO( 8.33 1.11
CItHI7Nz 12.92 0.77 C9H9N03 10.37 1.09 CTHsNzO. 8.56 1.13

CTHtSNzOs 8.70 0.94
C\2HOZ 13.06 1.18 C,HjjNZOZ 10.74 0.92 CTHTN30s 8.94 0.96

CTHUN30Z 9.08 0.77
C\2HSNO 13.44 1.03 C,Ht3N30 11.12 0.76 CTH,N(OZ 9.31 0.79

CTH20N(O 9.45 0.60
CI2HsN2 13.81 0.88 C,HtsN• 11.49 0.60 CSHTNO. 9.30 1.19

CSH2NO( 9.22 1;18 CtzH170 13.28 1.01 C,oHN3O 12.01 0.86 CsH9NZ03 9.67 1.02

CSH(NZ03 9.59 1.01
CtZHt9N 13.65 0.86 C,oH3N( 12.38 0.71 CSHjjN302 10.04 0.86

C8HsN3OZ 9.96 0.85 CI3HsO 14.17 1.13 C1oHjj03 11.10 1.16 CaHI3N•O 10.42 0.69

CsHaN•O 10.34 0.69 Ct3HTN 14.54 0.98 C,oH\3NOZ 11.47 1.00 C9HN.O 11.31 0.78

CaHtsO( 9.06 1.17
Ct3HZt 14.38 0.96 CtoHtsNZO 11.85 0.84 C9H9O. 10.03 1.25

CSHt8N03 9.43 1.00
Ct.H, 15.27 1.08 CtOH17N3 12.22 0.69 C9HjjN03 10.40 1.09

CSHzoNzOz 9.81 0.83 CItHNOz 12.36 1.10 C,HI3N2Oz 10.78 0.93

C9H•O( 9.95 1.24 CjjH3NZO 12.74 0.95 C,H1SN3O 11.15 0.77
C,HSNOs 10.32 1.08 178 CltHsN3 13.11 0.79 C,HuN• 11.52 0.61
CsHaN20z 10.70 0.92 CsH,.N2O. 7.63 1.06 CjjHtsOz 12.21 1.08 C1oHN202 11.66 1.02

C9HtON30 11.07 0.76 CSHtSN303 8.00 0.88 CjjHUNO 12.'58 0.93 CtOH3N3O 12.04 0.86

C9H\2N( 11.44 0.60 CsHtaN(OZ 8.38 0.71 CttHt,N2 12.95 0.77 C1oHsN. 12.41 0.71
C,HZOO3 10.16 1.07 CTHzNzO. 8.52 1.12 C'2H302 13.09 1.19 CtOH\3Os 11:13 1.16

C1oHs03 11.05 1.15 CTH(N303 8.89 0.95 C,zHsNO 13.47 1.04 CtoHtsNOz 11.51 1.00
CtOHION02 11.43 0.99 CTHsN.Oz 9.26 0.79 Ct2HTNz 13.84 0.89 CtoH1TN2O 11.88 0.85
CtoH\2NZO 11.80 0.84 CTHtsNO. 8.36 1.11 C,zH"O 13.31 1.02 CtoH"N3 12.25 0.69
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M+ 1 M+2 M+1 M+2 M+ 1 M+ 2 M+1 M+ 2

CI1Ho, 12.02 1.26 CSHt3N302 10.08 0.86 CI1H2002 12.29 1.09 CyHt.N.02 9.39 0.80

CI1H3N02 12.39 1.10 CSHtSN•O 10.45 0.70 CI1H22NO 12.66 0.94 CSH2N.02 10.28 0.88
CI1HsN2O 12.77 0.95 CsHN302 10.96 0.95 CttH2.N2 13.03 0.78 CSHt2NO• 9.38 1.19
CI1HyN3 13.14 0.80 CsH3N•O 11.34 0.79 Ct2Hs02 13.17 1.20 CsHuN203 9.75 1.03

CI1Ht1°2 12.24 1.09 CSHttO. 10.06 1.26 Ct2HtONO 13.55 1.05 CSHtSN302 10.12 0.86

CI1HtsNO Ü.61 0.93 CsHt3N03 10.43 1.09 Ct2Hj2N2 13.92 0.90 CsHUN•O 10.50 0.70
CI1H2tN2 12.99 0.78 CSHtsN202 10.81 0.93 Cj2H2.O 13.39 1.03 CSH2N203 10.64 1.11

Ct2HS02 13.13 1.19 CsHnN30 11.18 0.77 Ct2H2SN 13.77 0.88 C,H.&N302 11.01 0.95
Ct2HyNO 13.50 1.04 CsHt,N. 11.56 0.61 Ct3Ht20 14.28 1.14 Cs~N.O 11.39 0.79
Ct2H,N2 13.87 0.89 CtoHN03 11.32 1.18 Cj3Ht.N 14.65 1.00 CgHuO. 10.11 1.26

Ct2H2tO 13.34 1.02 CtoH3N202 11.70 1.03 Cj3H2s 14.50 0.~7 C,HtSN03 10.48 1.10-

Ct2H23N 13.72 0.87 CtoHSN3O 12.07 0.87 CUH2N 15.54 1.13 C9HtSN202 10.86 0.94
Ct3H,O 14.23 1.14 CtOHyN~ 12.44 0.71 CUHtS 15.38 1.10 C,H20N3O 11.23 0.78

Ct3HttN 14.61 0.99 CtOHtS03 11.16 1.17 CtsH. 16.27 1.24 C9H22N. 11.60 0.62
Ct3H2S 14.45 0.97 CtoHt1N02 11.54 1.01 CtOH2O. 10.99 1.35

Ct.Ht3 15.34 1.09 CtoHUN20 11.91 0.85 185 CtOH.N03 11.37 1.19

CtsH 16.23 1.23 CtoH2tN3 12.29 0.69 CyH,N2O. 8.63 1.13 CtoHSN202 11.74 1.03

CttH303 12.05 1.26 CyHI1N3o, 9.00 0.96 CtOHaN30 12.12 0.87
182 CttHSN02 12.43 1.11 <::yHt3N.02 9.38 0.80 CtOHtON. 12.49 0.72
CyHSN2O. 8.58 1.13 CttHyN20 12.80 0.95. CsHN.02 10.27 0.88 CtOHta03 11.21 1.17

CyHSN303 8.95 0.96 CI1H9N3 13.18 0.80 CSHttNO• 9.36 1.19 CtOH20N02 11.59 1.01

CyHtoN¿02 9.33 0.79 CI1HtS02 12.27 1.09 CSHt3N203 9.73 1.03 CtOH22N20 11.96 0.86

CsHaNO• 9.31 1.19 CttH2tNO 12.64 0.93 CSHtsN302 10.11 0.86 CtoH2(N3 12.33 0.70
CSHtoN203 9.69 1.02 CttH23N2 13.02 0.78 CaHt1N•O 10.48 0.70 CttHS03 12.10 1.27

CsHt2N302 10.06 0.86 Ct2HyÜz 13.16 1.20 C9HN203 10.62 1.11 CI1H8N02 12.47 1.11

C8Ht.N.O 10.43 0.70 Ct2H,NO 13.53 1.05 C9H3N302 11.00 0.95 CttHtoN2O 12.85 0.96

C9H2N•O 11.32 0.79 Ct2HttN2 13.91 0.90 C9HsN.O 11.37 0.79 CttHt2N3 13.22 0.81

C,HtoO. 10.04 1.25 Ct2H23O 13.37 1.02 CsHt30• 10.09 1.26 CttH2202 12.32 1.10

C,Ht2N03 10.42 1.09 Ct2H2SN 13.75 0.87 CSHtSN03 10.46 1.10 CttHUNO 12.69 0.94
C,HUN202 10.79 0.93 Ct3HttO 14.26 1.14 CsHt1N202 10.84 0.93 CttH2SN2 13.07 0.79

C,Ht6N30 11.17 0.77 Ct3Ht3N 14.64 0.99 CsHUN30 11.21 0.77 Ct2Hto02 13.21 1.20

CSHtSN• H..54 0.61 Ct3H2y 14.48 0.97 C9H2tN. 11.59 0.62 Ct2Ht2Nb 13.58 1.05

CtOH2N202 11.68 1.02 Ct.HN 15.53 1.12 CtoHO. 10.98 1.35 Ct2Ht.N2 13.95 0.90
CtOH.N3O 12.05 0.87 Ct.HtS 15.37 1.10 CtOH3N03 11.35 1.19 Ct2H2SO 13.42 1.03

CtoH6N• 12.43 0.71 CtSH3 16.2.6 1.23 CtoHsN202 11.73 1.03 Ct3H2N2 14.84 1.02

CtOHt.03 11.15 1.16 CtoHyN3O 12.10 0.87 Ct3Ht.O 14.31 1.15

CtoHt6N02 11.52 1.01 CtOHsN. 12.48 0.72 Cj3HtsN 14.69 1.00

CtOHIBN2O 11.90 0.85 184
CtOHt1°3 11.20 1.17 Ct.H2O 15.20 1.27

CtoH20N3 12.27 0.69 CyH8N2O. 8.61 1.13
CtOHt9N02 11.57 1.01 Ct.H.N 15.57 1.13

CttH203 12.04 1.26 CyHtoN3O, 8.99 0.96 CtOH2tN20 11.94 0.85 Ct.Hta 15.42 1.11

CI1H.N02 12.41 1.11 CyHt2N.02 9.36 0.80
CtOH23Ns 12.32 0.70 CtS~ 16.31 1.24

CttHSN20 12.79 0.95 CaHtONO• 9.34 1.19
CttHsOs 12.08 1.27

CttHSNs 13.16 0.80 CSHt2N203 9.72 1.03 CttHyN02 12.46 1.11

CI1Hts02 12.25 1.09 CsHuN302 10.09 0.86 Ct1H9N2O 12.83 0.96
187

CI1H20NO 12.63 0.93 CSH1SN.O 10.47 0.70 CttHI1N3 13.21 0.81 CyHttN2O. 8.66 1.13

CttH22N2 13.00 0.78 C9H2N302 10.98 0.95 CttH2102 12.30 1.09 CyHt3N3O, 9.03 0.97

Ct2HS02 13.14 1.19 CsH.N.O 11.35 0.79 CI1H2SNO 12.68 0.94 CyHtSN.02 9.41 0.80

CI2HaN° 13.52 1.04 C9HI2O. 10.07 1.26 CttH2SN2 13.05 0.79 CsHN303 9.92 1.04

C12Hl0N2 13.89 0.89 C9HuN03 10.45 1.09
Ct2H902 13.19 1.20 CaH3N.02 10.30 0.88

CUH220 13.36 1.02 C,H1SN202 10.82 0.93 Ct2HI1NO 13.56 1.05 C8HI3NO. 9.39 1.20

CI2H2.N 13.73 0.87 C,HUN30 11.20 0.77 Ct2Ht3N2 13.94 0.90 C8HtSN203 9.77 1.03

C13H10O 14.25 1.14 C9H20N• 11.57 0.61 Ct2H2SO 13.41 1.03 C8Ht1N302 10.14 0.87

C13Ht2N 14.62 0.99 C10H2N03 11.34 1.18 Ct?H2yN 13.78 0.88 CaHUN•O 10.51 0.70

CtOH.N202 11.71 1.03 C9HNO• 10.28 1.28
Ct3H26 14.46 0.97 C13HN2 14.83 1.02

CtoHSN3O 12.09 0.87 C,H3N203 10.65 1.11
CUH1• 15.35 1.10 C13H130 14.30 1.15

CtOHsN. 12.46 0.71 C9HsN302 11.03 0.95
C1sH2 16.24 1.21 C13HtSN 14.67 1.00

CtOHtS03 11.18 1.17 Ct.HO 15.18 1.27 C9HyN.O 11.40 0.80

CtOH1SN02 11.55 1.01 Ct.H3N 15.56 1.13 C9HtsO. 10.12 1.26

183 CtOH20N20 11.93 0.85 Ct.Hn 15.40 1.10 C,H1yN03 10.50 1.10

C¡H¡N2O. 8.60 1.13 CtOH22N3 12.30 0.70 C1sHs 16.29 1.24 C9H19N202 10.87 0.94

C¡H9N303 8.97 0.96 CI1H.03 12.07 1.27 C,H2tN3O 11.25 0.78

C¡HI1N.02 9.34 0.79 CI1HSN02 12.44 1.11 186 C,H23N. 11.62 0.62

CaH9NO• 9.33 1.19 CttHaN20 12.82 0.96 CyH1ON2O. 8.64 1.13 CtOH3O. 11.01 1.35

CaHI1N203 9.70 1.02 CttHtoN3 13.19 0.80 CyHt2N303 9.02 0.97 C1oHsN03 11.39 1.19
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M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+ 2

C1OH¡NZOz 11.76 1.03 Cla~Nz 14.88 1.03 CaHzoNaOz 10.19 0.87 C~zHaNzO 13.82 1.08

C1oHsNaO 12.13 0.88 C1aH1sO 14.34 1.15 CaHzzN40 10.56 0.71 C1zHsN3 14.19 0.93

C1oHIIN4 12.51 0.72 C\3H1SN 14.72 1.01 CsH4N04 10.33 1.28 ClzHlsOz 13.29 1.21

C1oHuOa 11.23 1.17 CI4H40 15.23 1.28 CsHsNzOa 10.70 1.12 C1ZH17NO 13.66 1.06

CloHzlNOZ 11.60 1.01 CI4HSN 15.61 1.14 CsHsN30Z 11.08 0.96 C1zHIsNz 14.03 0.91

C1OHZ3NZO 11.98 0.86 CI4Hzo 15.45 1.11 CSH1ON4O 11.45 0.80 CtiHaOz 14.17 1.33

CloHzsNa 12.35 0.70 C1sHs 16.34 1.25 CSH1S04 10.17 1.27 C1aHsNO 14.55 1.18

CIIH¡Oa 12.12 1.27 CsHzoN03 10.54 1.10 CI3H¡NZ 14.92 1.04

CIIHgNOZ 12.49 1.12 189 CsHzzNzOz 10.92 0.94 C1aH\90 14.39 1.16

CIIHIINzO 12.87 0.96 C¡HlaNZ04 8.69 1.14 C1oHs04 11.06 1.35 C1aHz1N 14.77 1.01

CIIH\3Na 13.24 0.81 C¡H1sNaOa 9.07 0.97 CloHaNOa 11.43 1.20 CI4H¡O 15.28 1.29

CIIHzaOz 12.33 1.10 C¡HI7N40Z 9.44 0.80 CloHloNzOz 11.81 1.03 CI4HgN 15.65 1.14

CIIHzsNO 12.71 0.94 CSHNz04 9.58 1.21 CloHlzNaO 12.18 0.88 CI4Hz3 15.50 1.12

C\2HN3 14.13 0.93 CaHaNaOa 9.95 1.05 C1oH14N4 12.56 0.73 C1sHII 16.39 1.25

C\2HIIOZ 13.22 1.20 CaHsN40z 10.33 0.88 C1oHzzOa 11.28 1.18

C\2H1aNO 13.60 1.05 CaH1sN04 9.42 1.20 CIIHzN4 13.44 0.84 192

ClzHlsNz 13.97 0.90 CaHI7NzOa 9.80 1.03 C IIHIOOa 12.16 1.28 C¡H1SNZ04 8.74 1.14

C\3HNO 14.48 1.17 CaHlaNaOz 10.17 0.87 CIIH1ZNOz 12.54 1.12 C¡HlaNaOa 9.11 0.97

C1aH3NZ 14.86 1.03 ~aHZIN40 10.55 0.71 CIIH14NZO 12.91 0.97 C¡HZON4OZ 9.49 0.81

C\3H~sO 14.33 1.15 CaHaN04 10.31 1.28 C\lH1SN3 13.29 0.82 CSH4NZ04 9.63 1.22

CI3H17N 14.70 1.00 CsHsNz03 10.69 1.12 C1zHzNzO 13.80 1.08 CaHsN30a 10.00 1.05

CI4H30 15.22 1.28 CaH¡NPZ 11.06 0.96 C1zH4N3 14.18 0.93 CsHaN40z 10.38 0.89
CI4HsN 15.59 1.13 CaHaN40 11.43 0.80 ClzHI40Z 13.27 1.21 C aHlaN04 9.47 1.20

CI4H\9 15.43 1.11 CSHI¡Ü4 10.15 1.26 C1zH1SNO 13.64 1.06 CaHzoNz03 9.85 1.04
C1sH¡ 16.32 1.24 CaHlaN03 10.53 1.10 ClzHISNz 14.02 0.91 CsHSN04 10.36 1.29

CSHZINZOZ 10.90 0.94 CI3HzOz 14.16 1.33 CaHaNz03 10.73 1.12

188 CsHZ3N30 11.28 0.78 CI3H4NO 14.53 1.18 CSHION30Z 11.11 0.96

C¡H1ZNZ04 8.68 1.14 C1oHs04 11.04 1.35 Ct3HSNZ 14.91 1.03 CSHI2N4O 11.48 0.80
C1oH¡NOa 11.42 1.19 C1aHlaO 14.38 1.16 CSH2OO. 10.20 1.27

C¡HI4N303 9.05 0.97
CloHaN202 11.79 1.04 CI3HzoN 14.75 1.01 C1oHsO. 11.0!! 1.36

C¡HI6N40Z 9.42 0.80
CaH2N303 9.94 l.g5 C1oH\lN3O 12.17 0.88 CI4HsO 15.26 1.28 C1oH1ON03 11.47 1.20

CaH4N40Z 10.31 0.88 C1oHI3N4 12.54 0.72 CI4HsN 15.64 1.14 CjOHI2NzOz 11.84 1.04

CSH14N04 9.41 1.20 C1oHz103 11.26 1.18 C 14H22 15.48 1.12 CtoH14NaO 12.21 0.89

CaHI6N203 9.78 1.03 CIOHZ3NOz 11.63 1.02 C1sH1o 16.37 1.25 C1OHI6N4 12.59 0.73
C\lHN4 13.43 0.83 C11HzN3O 13.10 0.99

CSHlaN30z 10.16 0.87
C11HsOa 12.15 1.28 CIIH4N4 13.48 0.84

CaHzoN4O 10.53 0.71
C\lH11NOZ 12.52 1.12 191

C1IH1203 12.20 1.28
CSH2N04 10.30 1.28 C¡H1SN204 8.72 1.14

C9H4NzOa 10.67 1.12 CIIHlaNZO 12.90 0.97
C¡HI7N303 9.10 0.97 C1IHI4NOZ 12.57 1.13

CsHsN30Z 11.04 0.96 CI\H1SN3 13.27 0.81
C¡H19N402 9.47 0.81

C1IH1SN2O 12.95 0.97

CgHSN.O 11.42 0.80
C1zHN2O 13.79 1.08

CaH3N204 9.61 1.22 C\lH\8Na 13.32 0.82

C9H1S04 10.14 1.26 CI2H3N3 14.16 0.93
CaHsN303 9.99 1.05 C12HzNOz 13.46 1.24

CsH1sNOa 10.51 1.10 CI2HI302 13.25 1.21
CaH¡N4OZ 10.36 0.89 C1zH4NzO 13.83 1.09

CaH2oNz02 10.89 0.94 C12H1SNO 13.63 1.06
CaH17N04 9.46 1.20

CI2HsN, 14.21 0.94

CsHzzN30 11.26 0.78 C1ZH17N2 14.00 0.91
CSH19N20a 9.83 1.04 C12H1S02 13.30 1.22

C9Hz4N4 11.64 0.62 C13HOz 14.14 1.33
CaH21N302 10.20 0.87

C1zH1SNO 13.68 1.06

C1aH3NO 14.52 1.18 C1zHzoNz 14.05 0.92
C1oH404 11.03 1.35 CsHsN04 10.34 1.28

C1oH6NOa 11.40 1.19 CI3HsNz 14.89 1.03
CaH¡Nz03 10.72 1.12 C13H4OZ 14.19 1.33

Cl0HaN202 11.78 1.03 C1aHI7O 14.36 1.16
C9HaNa02 11.09 0.96 C\3HSNO 14.56 1.18

C13HlaN 14.73 1.01 C13HaN2 14.94 1.04
CloHION30 12.15 0.88 CaHI\N4O 11.47 0.80

C14HsO 15.25 1.28 C\3HZOO 14.41 1.16
C1oH\2N4 12.52 0.72 CaH1g04 10.19 1.27

CI4H¡N 15.62 1.14 C1aH22N 14.78 1.02
C10HzoOa 11.24 1.18 CaH21NOa 10.56 1.11

C14HZ1 15.46 1.11 CI4HaO 15.30 1.29
Cl0H22N02 11.62 1.02 C10H¡04 11.07 1.36

C1sHa 16.35 1.25 CI4H1ON 15.67 1.15
CloHuNzO 11.99 0.86 CloHaN03 11.45 1.20 C14H24 15.51 1.12
CIIHa03 12.13 1.27 C1oHI\N202 11.82 1.04

C1SH\2 16.40 1.26
CIIH1ON02 12.51 1.12 190 C1oHI3N30 12.20 0.88
CIIH12N2O 12.88 0.96 C¡H14N204 8.71 1.14 C 10H1SN4 12.57 0.73

CIIH\(Na 13.26 0.81 C¡H1SNa03 9.08 0.97 CIIHN30 13.09 0.99 193

C\lH2.OZ 12.35 1.10 C¡HlaN402 9.46 0.80 CIIHaN4 13.46 0.84 C¡HI¡NZ04 8.76 1.14

C12H2Na 14.14 0.93 CaH2N204 9.60 1.21 C I\H\lOa 12.18 1.28 C¡H\9N303 9.13 0.98

CI2HI20Z 13.24 1.21 CSH4N303 9.97 1.05 CIIH13N02 12.55 1.12 CaHsN2O. 9.64 1.22

CI2H14NO 13.61 1.06 CaHsN40z 10.35 0.89 C\lH1SN2O 12.93 0.97 CaH¡Na03 10.02 1.05

ClzHlsNz 13.99 0.91 CSH1SN04 9.44 1.20 C1IH17N3 13.30 0.82 CaHaN40z 10.39 0.89
C13HzNO 14.50 1.18 CSH1SNz03 9.81 1.03 CI2HNOz 13.44 1.23 CaHlaN04 9.49 1.20
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M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+2

CgH7NO. 10.38 1.29 Ct3HS02 14.22 1.34 CtOHI2O. 11.15 1.37 C12H23NO 13.76 1.08
CgHgN203 10.75 1.13 CUHSNO 14.60 1.19 C10H1.N03 11.53 1.21 C12H25N2 14.13 0.93
CgHI1N.,02 11.12 0.96 CUH1oN2 14.97 1.04 Cl0H1SN202 11.90 1.05 C13H902 14.27 1.34
CgH1,N.O 11.50 0.81 C13H22O 14.44 1.17 CtoH1SN3O 12.28 0.89 C13H11NO 14.64 1.20
C¡OHN.O 12.39 0.91 C1sH2,N 14.81 1.02 C1oH20N. 12.65 0.74 Ct3H13N2 15.02 1.05
CtOHgO. 11.11 1.36 C1.H10O 15.33 1.29 C11H2N03 12.42 1.31 C13H2SO 14.49 1.17
C10H11NO, 11.48 1.20 C1.HI2N 15.70 1.15 CI1H.N202 12.79 1.15 Ct3H27N 14.86 1.03

CtOH13N202 11.86 1.04 Ct.H2S 15.54 1.13 Cl1HsN3O 13.17 1.00 CuHN2 15.91 1.18
Cl0H1SNgO 12.23 0.89 C1sH1• 16.43 1.26 Cl1HSN. 13.54 0.85 CuH130 15.38 1.30
CtOH17N• 12.60 0.73 C1SH2 17.32 1.41- Cl1H1S03 12.26 1.29 C1.H1SN 15.75 1.16
C11HN202 12.74 1.15 Cl1H1SN02 12.63 1.13 C14H2g 15.59 1.13
Cl1H,N,O 13.12 0.99 195 CUH20N2O 13.01 0.98 CtsHO 16.26 1.44

Cl1HsN. 13.49 0.84 CSH7N2O. 9.68 1.22 Cl1H22N3 13.38 0.83 C1sH3N 16.64 1.30
CI1 H1303 12.21 1.28 CSHgN303 10.05 1.06 C12H.03 13.15 1.40 C1sH17 16.48 1.27
Cl1H15N02 12.59 1.13 CSH11N.02 10.43 0.89 Ct2HgN02 13.52 1.24 C18H5 17.37 1.42

CUH17N2O 12.96 0.97 CgHsNO. 10.41 1.29 Ct2HaN20 13.90 1.09

Cl1H19N3 13.34 0.82 CgHl1N203 10.78 1.13 C12Hl0N3 14.27 0.95
C12HOg 13.10 1.39 C9H13N302 11.16 0.97 C12H2002 13.37 1.22 198

C12H3N02 13.48 1.24 C9HI5N.O 11.53 0.81 C12H22NO 13.74 1.07 CSH10N2O. 9.72 1.23

C12H5N2O 13.85 1.09 CtoHN302 12.05 1.07 Ct2H2.N2 14.11 0.92 CSH12N303 10.10 1.06

C12H7Ng 14.22 0.94 C10H3N.O 12.42 0.91 C13Ha02 14.25 1.34 CaHl.N•O 10.47 0.90

C12H1702 13.32 1.22 C10HuO. 11.14 1.36 C13H10NO 14.63 1.19 C9H2N.02 11.36 0.99

C12H19NO 13.69 1.07 C1oH13N03 11.51 1.21 Ct3H12N2 15.00 1.05 CSHt2NO. 10.46 1.30

C12H21N2 14.07 0.92 Cl0H15N202 11.89 1.05 Ct3H2.O 14.47 1.17 C9H1.N203 10.83 1.13

CUHS02 14.21 1.33 C1oH17N3O 12.26 0.89 C't3H2~N 14.85 1.03 CeHlgN302 11.20 0.97

C13H¡NO 14.58 1.19 C10H19N. 12.64 0.74 C1.HI2O 15.36 1.30 CsH1SN.O 11.58 0.82

C13HgN2 14.96 1.04 Cl1HN03 12.40 1.31 CuH14N 15.73 1.16 Cl0H2N203 11.72 1.23

C1,H21O 14.42 1.16 Cl1H3N202 12.78 1.15 C14H2S 15.58 1.13 CtOH.N302 12.09 1.07

CUH2,N 14.80 1.02 C1tH5N3O 13.15 1.00 C15H2N . 16.62 1.29 CtOHgN.O 12.47 0.92

CUHgO 15.31 1.29 Cl1H7N. 13.52 0.85 C15H1g 16.47 1.27 CtOH14O. 11.19 1.37

CUHl1N 15.69 1.15 Cl1H1503 12.24 1.29 C1gH. 17.35 1.41 Cl0HtgN03 11.56 1.21

C14H25 15.53 1.12 Cl1H17N02 12.62 1.13 Cl0HtSN202 11.94 1.05

C1sH13 16.42 1.26 Cl1H19N2O 12.99 0.98 C10H20N3O 12.31 0.90

C1gH 17.31 1.40 Cl1H21N, 13.37 0.83
197 C10H22N. '12.68 0.74

C12H303 13.13 1.39 CSHgN2O, 9.71 1.23 C11H2O. 12.08 ] .47

194 C12HsN02 13.51 1.24 CSH11N303 10.08 1.06 CI1H.NOs 12.45 1.31

C7H18N2O. 8.77 1.14 C12H7N2O 13.88 1.09 CSHI3N.02 10.46 0.90 CltHgN202 12.82 1.16

CaHgN2O. 9.66 1.22 C12HgN3 14.26 0.94 CgHN.02 11.35 0.99 Cl1HSN3O 13.20 1.01

CaHsN3O, 10.03 1.06 C12H1902 13.35 1.22 CgHl1NO, 10.44 1.29 Cl1H10N. 13.57 0.85

CsH10N.02 10.41 0.89 C12H21NO 13.72 1.07 CsH13N203 10.81 1.13 Cl1H1a03 12.29 1.29

CgHSNO. 10.39 1.29 C12H23N2 14.10 0.92 CgH1SN302 11.19 0.97 C11H2oN02 12.67 1.14

CgH10N2O, 10.77 1.13 C13H702 14.24 1.34 C9H17N•O 11.56 0.81 C11H22N2O 13.04 0.99

C9H12N,02 11.]4 0.97 C13HgNO 14.61 1.19 C10HN203 11.70 1.23 Cl1HuN3 13.42 0.83

CgH14N.O 11.51 0.81 C13HllN2 14.99 1.05 Cl0H3N302 12.08 1.07 C12Hg03 13.18 1.40

C10H2N.O 12.40 0.91 C13H23O 14.46 1.17 C10HsN.O 12.45 0.91 C12'HSN02 13.56 1.25

C10H10O. 11.12 1.36 C13H25N 14.83 1.02 C10H13O. 11.17 1.37 C12Hl0N20 13.93 1.10

C1oHt2NO, 11.50 1.20 CuHl10 15.34 1.30 CloH1SN03 11.55 1.21 CI2Ht2N3 14.30 0.95

C10H14N202 11.87 1.05 CUH13N 15.72 1.15 C10H17N202 11.92 1.05 C12H2202 13.40 1.23

C10H1gN3O 12.25 0.89 CUH2¡ 15.56 1.13 Cl0HlgN30 1<:.29 0.90 C12H2,NO 13.77 1.08

C1oH1aN• 12.62 0.74 C15HN 16.61 1.29 C1oH21N. 12.67 0.74 Ct2H2gN2 14.15 0.93

CUH2N202 12.76 1.15 C15Ht5 16.45 1.27 Cl1HO. ]2.06 1.46 C13H1002 14.29 1.35

Cl1H.N3O 13.13 1.00 C1gH3 17.34 1.41 C11H3N03 ]2.43 1.31 C13Ht2NO 14.66 1.20

CI1 HgN. 13.51 0.85 C11HsN202 12.81 1.16 C1,H1.N2 15.04 1.05

CI1H1.O, 12.23 1.28 C11H7N,O 13.]8 1.00 C13H2gO 14.50 1.18

CtlHlgN02 12.60 1.13 196 Ct1HsN, 13.56 0.85 C13H28N 14.88 1.03

C11HtSN2O 12.98 0.98 CsHsN2O, 9.69 1.22 C1IH1703 12.28 1.29 C1.H2N2 15.92 1.18

Cl1H20N3 13.35 0.82 CSHtoN303 10.07 ] .06 Cl1H1gN02 12.65 1.14 C14H140 15.39 1.30

C12H203 13.12 1.39 CsHI2N,02 10.44 0.90 Cl1H21N2O 13.03 0.98 CUHtgN 15.77 1.16

CI2H.N02 13.49 1.24 CsH10NO, 10.42 1.29 C11H23N3 13.40 0.83 CUH30 15.61 1.14

Ct2HgN2O 13.87 1.09 CsHt2N203 10.80 1.13 C12H503 13.16 1.40 C15H2O 16.28 1.44

C12HSNg 14.24 0.94" CgH14N302 11.17 0.97 C12H7N02 13.54 1.25 C1sH.N 16.65 ] .30

C12H1s02 13.33 1.22 CsH1gN.O 11.55 0.81 C12HgN2O 13.91 1.10 C1sH18 16.50 1.27

C12H2oNO 13.71 1.07 C10H2N3O? 12.06 1.07 C12H11N3 ]4.29 0.95 C1gHg 17.39 1.42

C12H22N2 14.08 0.92 C10H.N.O 12.44 0.91 C12H2102 13.38 1.23
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M+ 1 M+2 M+ 1 M .•.2 M+ 1 M+2 M+ 1 M+ 2

199 CtOHSN.O 12.50 0.92 CttH25N2O 13.09 0.99 CUH202 15.24 1.48

CaHttN2O. 9.74 1.23 CtOHt6O. 11.22 1.37 CttH2¡N3 13.46 0.84 CuH.NO 15.61 1.34

CaHt3N303 10.11 1.06 CtoHUN03 11.59 1.21 Ct2HN4 14.51 0.98 CUH6N2 15.99 i.is

CSHtSN.02 10.49 0.90 CtOH20N202 11.97 1.06 Ct2H903 13.23 1.41 CuHtsO 15.46 1.31

CgHN303 11.00 1.15 CtOH22N3O 12.34 0.90 Ct2HttN02 13.60 1.26 CuH20N 15.83 1 .17

CgH3N.02 11.38 0.99 CtOH24N• 12.72 0.75 Ct2HtJN20 13.98 1.11 CtSH60 16.34 1.45

CgHtJNO. 10.47 1.30 CttH.O. 12.11 1.47 Ct2HtSN3 14.35 0.96 CtsHaN 16.72 1.31
CgHtSN203 10.85 1.14 CttH6N03 12.48 1.32 Ct2H2S02 13.45 1.23 CtSH22 16.56 1.28
CgHt7N302 11.22 0.98 CttHSN202 12.86 1.16 Ct2H2¡NO 13.82 1.08 C16Hto 17.45 1.43

CgHtgN40 11.59 0.82 CttHtONJO 13.23 1.01 C13HN2O 14.87 1.23

CtoHNO. 11.36 1.39 CttHt2N• 13.60 0.86 Ct3H3N3 15.24 1.08 203

CtOH3N203 11.73 1.23 CttH2003 12.32 1.30 Ct3Ht302 14.33 1.35 CaHtsN2O. 9.80 1.23

CtoHSN302 12.11 1.07 CttH22N02 12.70 1.14 Ct3HtSNO 14.71 1.21 CSH1¡N303 10.18 1.07

CtoH¡N.O 12.48 0.92 Ct1H2.N2O 13.07 0.99 Ct3H17N2 15.08 1.06 CSHt9N.02 10.55 0.91

C10H1SO. 11.20 1.37 C1IHZ6N3 13.45 0.84 C14HOZ 15.22 1.48 CgH3N2O. 10.69 1.32
CtOHt7N03 11.58 1.21 C12HaOJ 13.21 1.40 Ct.H3NO 15.60 1.33 CgHsN303 11.\)7 1.16
Cl0HtgN202 11.95 1.01 C12Hl0N02 13.59 1.25 CUHSN2 15.97 1.19 C,;H¡N.02 11.44 1.00

CloH21N30 12.33 0.90 C12Ht2N20 13.96 1.10 CUH170 15.44 1.31 C9H17NO. 10.54 1.30
C1oH23N. 12.70 0.75 C12HuN3 13.34 0.96 CUH19N 15.81 1.17 C9Ht9N203 10.91 1.14
CttH3O. 12.09 1.47 Ct2H2(°2 13.43 1.23 C1sHsO 16.33 1.45 CgH2tN302 11.28 0.98
C11HsN03 12.47 1.31 C12H26NO 13.80 1.08 C1SH¡N 16.70 1.31 C9H23N.O 11.66 0.82
Ct1H¡N202 12.84 1.16 Ct2H2SN2 14.18 0.93 C1SH2t 16.55 1.28 C10HsNO. 11.42 1.40
Cl1HgN3O 13.21 1.01 C13H2NJ 15.22 1.08 C16Hg 17.43 1.43 C10H¡N203 11.80 1.24
Cl1Hl1N. 13.59 0.86 C13H1202 14.32 1.35 Cl0HgN302 12.17 1.08
Cl1Htg03 12.31 1.29 C13HuNO 14.69 1.20 C10Hl1N.O 12.55 0.93
CttH21N02 12.68 1.14 C13H1SN2 15.07 1.0G 202

C10H19O. 11.27 1.38
CsHuN204 9.79 1.23

Cl1H23N2O 13.06 0.99 C13H2SO 14.54 1.18 CloH21N03 11.64 1.22
Cl1H2SN3 13.43 0.84 CUH2NO 15.58 1.33 CSHt6N303 10.16 1.07

CtOH23N202 12.02 1.06
Ct2H¡03 13.20 1.40 C14H.N2 15.96 1.19 CSH1SN.02 10.54 0.91

Cl0H2SN30 12.39 0.91
Ct2H9N02 13.57 1.25 C14HI6O 15.42 1.31 C9H2N2O. 10.68 1.32

C11H¡O. 12.16 1.48
Ct2Hl1N2O 13.95 1.10 CUH1SN 15.80 1.17 CgH.N303 11.05 1.16

CttH9N03 12.53 1.32
C12Ht3N3 14.32 'b.95 C1sH.O 16.31 1.44 CgHsN.02 11.43 1.00

C9H16N04 10.52 1.30 CttHttN202 12.90 1.17
Ct2H2302 13.41 1.23 C1sH6N 16.69 1.30 Cl1H13N3O 13.28 1.02

13.79 1.08 C1sH20 16.53 1.28 C9H1SN203 10.89 1.14
Ct2H2SNO CttH1SN. 13.65 0.86

0.93 C16Hs 17.42 1.42 C9H20N302 11.27 0.98
Ct2H2¡N2 14.16 Cl1H2303 12.37 1.30

C9H22N.O 11.64 0.82
C13HN3 15.21 1.08 CttH2SNÜz 12.75 1.15

C10H.N04 11.41 1.39
C13Ht102 14.30 1.35 C12HN3O 14.17 1.13
C13Ht3NO 14.68 1.20 201 CloH6N203 11.78 1.24

CSHI3N2O. 9.77 1.23 C10HSN302 12.16 1.08 CI2H3N. 14.54 0.98
C13HtSN2 15.05 1.06 C12Htt03 13.26 1.41

CSH1SN303 10.15 1.07 C10H10N.O 12.53 0.92
CUH2¡O 14.52 1.18 Ct2Ht3N02 13.64 1.26

CSH17N.02 10.52 0.90 C1oH1SO. 11.25 1.38
Ct3H29N 14.89 1.03 C12HtSN20 14.01 1.11
C1.HNO 15.57 1.33 CgHN2O. rO.66 1.32 Cl0H20N03 11.63 1.22

CgH3N30J 11.04 1.16 CloH22N202 12.00 1.06 CI2H17N3 14.38 0.96
Ct.H3N2 15.94 1.19 C13HN02 14.52 1.38

CgHsN.02 11.41 1.00 C10H2.N3O 12.37 0.91C14H1SO 15.41 1.31 C13H3N2O 14.90 1.23
C9H1SNO. 10.50 1.30 C10H26N. 12.75 0.75

C14H17N 15.78 1.16 C13HsN3 15.27 1.09
CgH17N203 10.88 1.14 C1tH6O. 12.14 1.47

CtsH30 16.30 1.44 C13Hts02 14.37 1.36
CgHt9N302 11.25 0.98 CttHSN03 12.51 1.32

C1sHsN 16.67 1.30 CI3H17NO 14.74 1.21
CgH2tN.O 11.63 0.82 CttHtoN202 12.89 1.17

C1sHt9 16.51 1.28 C13HlgN2 15.12 1.06
C1oHsNO. 11.39 1.39 CttH12N3O 13.26 1.01

CI6H¡ 17.40 1.42 C1.H302 15.26 1.48
Cl0HsN203 11.77. 1.23 Cl1Ht.N. 13.64 0.86

C10H¡N302 12.14 1.08 CttH2203 12.36 1.30 C1.HsNO 15.63 1.34

200 C1oHgN.O 12.52 0.92 C1tH2.N02 12.73 1.15 CUH¡N2 16.00 1.20

CSHt2N2O. 9.76 1.23 C10Ht70. 11.23 1.37 CllH26N20 13.11 0.99 C1.Ht90 15.47 1.32

C SH14N3Ü:! 10.13 1.07 CtOHtgN03 11.61 1.22 CI2H2N. 14.53 0.98 C1.H21N 15.85 1.17

CSHt6N.02 10.51 0.90 Cl0H2tN202 11.98 1.06 C12Hl003 13.25 1.41 C1SH¡O 16.36 1.45

C9H2N303 11.02 1.15 CtOH23N3O 12.36 0.90 C12H12N02 13.62 1.26 C1SHgN 16.73 1.31

CgH.N.02 11.39 0.99 CtOH2SN. 12.73 0.75 Ct2H14N2O 13.99 1.11 C1sH23 16.58 1.29

CgHt.NO. 10.49 1.30 CttHsO. 12.12 1.47 Ct2H16N3 14.37 0.96 C16Hl1 17.47 1.43

CsH16N203 10.86 1.14 CttH¡N03 12.50 1.32 C12H2602 13.46 1.24
CgHtSN302 11.24 0.98 CUHgN202 12.87 1.16 C13H2N2O 14.88 1.23 204
C9H20N.O 11 .61 0.82 C1tHttN3O 13.25 1.01 CI3H.N3 15.26 1.09 CSHI6N2O. 9.82 1.24
CtoH2NO. 11.38 1.39 Cl1Ht3N. 13.62 0.86 CI3H1402 14.35 1.35 CSHtSN303 10.19 1.07
CtoH.N203 11 .75 1.23 CltH2103 12.34 1.30 C13Ht6NO 14.72 1.21 CSH20N.02 10.57 0.91
C10H6N302 12.13 1.08 CttH23N02 12.71 1.14 C13HtSN2 15.10 1.06 CgH.N2O. 10.71 1.32
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CsH6N303 11.08 1.16 CUH17N( 13.68 0.87 Ct(HZZO 15.52 1.32 CttH(N(O 13.52 1.05
CsHSN(OZ 11.46 1.00 C12HNzOz 13.82 1.29 Ct(HZ(N 15.89 1.18 CttHI2O( 12.24 1.49

CSHUNO( 10.55 1.31 CtZH3N30 14.20 1.14 Ct5Hto° 16.41 1.46 CttHI(N03 12.61 1.33
CSHzoNz03 10.93 1.14 CtZH5N• 14.57 0.99 Ct5H12N 16.78 1.32 CttHt6NzOz 12.98 1.18

CsHzZN30Z n.30 0.98 CtZHt303 13'.29 1.41 Ct5Hz6 16.63 1.29 CuHtSN30 13.36 1.03

CSHz.N.O 11.67 0.83 C12Ht5NOZ 13.67 1.26 Ct6Ht. 17.5J 1.44 CttHzoN. 13.73 0.88
CtoH6NO. 11.44 1.40 CtZH17NzO 14.04 1.11 C17HZ 18.40 1.59 CtZHZN03 13.50 1.44

CtOHsNz03 11.81 1.24 CtzHt9N3 14.42 0.97 Ct2H•NzOz 13.87 1.29

CtOHtON30Z 12.19 1.08 Ct3H03 14.18 1.53 207 CtZH6N3O 14.25 1.14

CtOHtzN.O 12.56 0.93 Ct3H3NOz 14.56 1.38 CSHt9NzO. 9.87 1.24 Ct2HSN( 14.62 1.00

CtoHzoO. 11.28 1.38 Ct3H5NZO 14.93 1.24 CSHztN30S 10.24 1.08 C12Ht6°3 13.34 1.42

CtOHzzN03 11.66 1.22 Ct3H7N3 15.30 1.09 CSH7NZO. 10.76 1.33 Ct2HUNOz 13.72 1.27

CtoHUNzOz 12.03 1.06 CUH170Z 14.40 1.36 CsHsNs03 11.13 1.17 C12HzoNzO 14.09 1.12
CttHsO( 12.17 1.48 Ct3HUNO 14.77 1.21 C9HttN.Oz 11.51 1.01 C12HZZN3 14.46 0.97
CttHtoN03 12.55 1.32 Ct3HZtNZ 15.15 1.07 CsHZtNO. 10.60 1.31 CI3H.Os 14.23 1.5.4
CUHt2NZOz 12.92 1.17 Ct.H5OZ 15.29 1.49 CtoHsNO• 11.49 1.40 Ct3H6NOz 14.60 1.39
CUHI(N3O 13.29 1.02 Ct.H7NO 15.66 1.34 CtoHUNz03 11.86 1.25 Ct3HSNzO 14.98 1.24
CUHt6N( 13.67 0.87 CI(HsNz 16.04 1.20 CtoHt3N30Z .12.24 1.09 Ct3HtON3 15.35 1.10
CttHU03 12.39 1.30 CI(HZtO 15.50 1.32 CttHt5N.O 12.61 0.93 CI3HzOOz 14.45 1.37

CtZHZNsO 14.18 1.13 CI(HZ3N 15.88 1.18 CttHN30Z 13.13 1.20 Ct3HZZNO 14.82 1.22

Ctz~N( 14.56 0.99 Ct5HSO 16.39 1.46 CttH3N.O 13.50 1.04 Ct3Hz.Nz 15.20 1.08

CtZHtZ03 13.28 1.41 Ct5HttN 16.77 1.32 CUHUO. 12.22 1.48 CI(HsOz 15.34 1.50

C12HI(NOz 13.65 1.26 Ct5Hz5 16.61 1.29 CUHt3N03 12.59 1.33 Ct.HtONO 15.71 1.35

C12Ht6NZO 14.03 1.11 Ct6Ht3 17.50 1.44 CUHt5NZOz 12.97 1.18 Ct.H12Nz 16.08 1.21
CtZHUN3 14.40 0.96 C17H 18.39 1.59 CttH17N30 13.34 1.02 Ct.HZ(O 15.55 1.33

Ct3HZNOz 14.54 1.38 CuHUN. 13.72 0.87 Ct.HZ6N 15.93 1.19

Ct3H(NZO 14.91 1.24 CtzHN03 13.48 1.44 Ct5HI2O 16.44 1.46

Ct3HGN3 15.29 1.09 206
CtzH3NzOz 13.86 1.29 Ct5Ht.N 16.81 1.33

Ct3Ht60Z 14.38 1.36 CSHtSNzO. 9.85 1.24
CtZH5N30 14.23 1.14 Ct5Hzs 16.66 1.30

CSHzoN303 10.23 1.08
Ct3HIBNO 14.76 1.21 CtZH7N• 14.61 0.99 Ct6HzN 17.70 1.47

CsHzzN.Oz 10.60 0.91
Ct3HzoNZ 15.13 1.07 Ct2Ht503 13.33 1.42 Ct6Ht6 17.55 1.45

Ct(H(OZ 15.27 1.49 CsH6NZO. 10.74 1.32
CtZHt7NOz 13.70 1.27 C17H( 18.43 1.60

CI(HGNO 15.65 1.34 CsHsN303 11.12 1.16
Ct2HtsNzO 14.07 1.12

CSHtON(OZ 11.49 1.01
CI(HsNz 16.02 1.20 C12HztN3 14.45 0.97

CsHzoNO. 10.58 1.31 209
CI(HzoO 15.49 1.32 Ct3H303 14.21 1.54

CsHzzNz03 10.96 1.15 CsHsNzO. 10.79 1.33
Ct.HZ2N 15.86 1.18 Ct3H5NOz 14.59 1.39

CtOHsNO. 11.47 1.40 C9HttN303 11.16 1.17Ct5HsO 16,38 1.45 CtSH7NzO 14.96 1.24
CtOHtoNZ03 11.85 1.24 C9Ht3N(02 11.54 1.01

Ct5HtoN 16.75 1.31 CtSH9N3 15.34 1.10
CtoH12NS02 12.22 1.09 CtoHN.Oz 12.43 1.11

Ct5Hz• 16.59 1.29 CtSHtgOz 14.43 1.37
CtOHt.N.O 12.60 0.93 CtOHttNO. 11.52 1.41

Ct6Ht2 17.48 1.43 Ct3HztNO 14.80 1.22
CtoHzzO. 11.31 1.38 CtOHt3NZ03 11.89 1.25

CtSH23NZ 15.18 1.07
CttHzN.O 13.48 1.04

Ct.H702 15.32 1.49 CtOHt5N30Z 12.27 1.09

CUHtOO( 12·20 1.48 CtOH17N(O 12.64 0.94
205 CUH12N03 12.58 1.33 Ct.HgNO 15.69 1.35

CUHNz03 12.78 1.35
Ct.HttN2 16.07 1.21

CSHt7N2O. 9.84 1.24 CttHt.NzOz 12.95 1.17 CttH3N3OZ 13.16 1.20
Ct.HZ3O 15.54 1.33

CSHtSN303 10.21 1.07 CttHt6N3O 13.33 1.02 CttH5N.O 13.53 1.05
CI(HZ5N 15.91 1.18

CSH2tN.Oz 10.59 '0.91 CUHIBN. 13.70 0.87 CUHt30( 12.25 1.49
Ct5HUO 16.42 1.46

CSH5NZO. 10.73 1.32 C12HzNzOz 13.84 1.29 CttHt5N03 12.63 1.33
Ct5HjsN 16.80 1.32

CSH7N303 11.10 1.16 CtzH(NSO 14.22 1.14 CUH17NZ02 13.00 1.18
CSHgN.02 11.47 1.00 C12HGN( 14.59 0.99

Ct5HZ7 16.64 1.30
CttHtSN30 13.37 1.03

Ct6HN 17.69 1.47
CSHUNO• 10.57 1.31 Ct2Ht.Os 13.31 1.42 CttH2tN. 13.75 0.88

Ct6H15 17.53 1.44
CSHZtNZ03 10.94 1.15 C12H1GNOZ 13.68 1.27 C12HO. 13.14 1.60

C17H3 18.42 1.60
C9H23N30Z 11.32 0.99 C12HUNzO 14.06 1.12 CtZH3N03 13.51 1.44
CtoH7NO. 11.46 1.40 Gt2H2oN3 14.43 0.97 C12H5NzOz 13.89 1.29

Cl0HsN203 11.83 1.24 Ct3HZO~ 14.20 1.53 208 C12H7N3O 14.26 1.15

C1oHttN302 12.21 1.09 C13H.N02 14.57 1.39 CsHzoNzO. 9.88 1.24 CI2HsN. 14.64 1.00
CtOHt3N(O 12.58 0.93 Ct3H6NzO 14.95 1.24 C9HSNzO. 10.77 1.33 CtZH1703 13.36 1.42
CtOHztO( 11.30 1.38 C1sHsN3 15.32 1.10 CgHl0N303 11.15 1.17 CtZHUN02 13.73 1.27

CtOHZ3N03 11.67 1.22 C13H1sOZ 14.41 1.36 CSH1ZN(OZ 11.52 1.01 CtZH2tNZO 14.11 1.12

CttHN.O 13.47 1.04 C1sHzoNO 14.79 1.22 C1oHtoNO( 11.50 1.40 ClzH23Ns 14.48 0.98
CttHSO( 12.19 1.48 C13HzzNz 15.16 1.07 CloHt2NZ03 11.88 1.25 C1sH503 14.25 1.54

CllHltN03 12.56 1.33 CI( H60Z 15.30 1.49 CtOH1.N302 12.25 1.09 Ct3H7N02 14.62 1.39

CllHt3NZ02 12.94 1.17 CI(HSNO 15.68 1.35 CtOHI6N(O 12.63 0.94 C13HgN2O 14.99 1.25
CttHt5NsO 13.31 1.02 CI(HtoNZ 16.05 1.21 CttH2Ns02 13.14 1.20 C1SHtlNs 15.37 1.10
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C13H2t02 14.46 1.37 211 CUH6NS02 13.21 1.21 C12H13N. 14.70 1.01
Cj3H2aNO 14.84 1.22 CsHUN2O. 10.82 1.33 CuHSN.O 13.58 1.06 Ct2H2tOs 13.42 1.43
C13H2SN2 15.21 1.08 CSHI3Nso, 11.20 1.17 CUHtSO. 12.30 1.49 C12H2aN02 13.80 1.28
Ct4H902 15.35 1.50 CgHtsN.02 11.57 1.01 CUHt8NOS 12.67 1.34 C12H2SN2O 14.17 1.13
Ct.HuNO 15.73 1.35 CtOHNso, 12.08 1.27 CUH20N202 13.05 1.109 C12H2¡NS 14.54 0.99
Ct.HtSN2 16.)0 1.21 CtoHsN.02 12.46 1.12 CUH22NSO 13.42 1.03 CtsHN. 15.59 1.14
CUH2SO 15.57 1.33 CtoHtSNO. 11.55 1.41 CuH2.N. 13.80 0.88 CtSH90S 14.31 1.55
Ct.H2¡N 15.94 1.19 CtOHtSN20S 11.93 1.25 C I2H. O. 13.19 1.60 CtaHuN~ 14.68 1.40
CtsHN2 16.99 1.35 CtoHt¡NS02 12.30 1.10 C12HSNOS 13.56 1.45 CtSH13N2O 15.06 1.26
CtsHUO 16.46 1.47 CtoHUN.O 12.68 0.94 Ct2HSN202 13.94 1.30 CtSHtsNs 15.43 1.11
CtSHtSN 16.83 1.33 CuHNO. 12.44 1.51 Ct2HtoNsO 14.31 1.15 CtSH2502 14.53 1.38
CtSH2• 16.67 1.30 CuHaN20a 12.82 1.36 C12H12N. 14.69 1.01 CUH2¡NO 14.90 1.23
CI6HO 17.35 1.61 CUHsNs02 13.19 1.20 Ct2H20Oa 13.41 1.43 CtSH29N2 15.28 1.09
CtSHsN 17.72 1.48 CIIH¡N.O 13.56 1.05 C12H22N02 13.78 1.28 Ct.HN2O 15.95 1.39
CtsHn 17.56 1.45 CIIHtSO. 12.28 1.49 C12H2.N2O 14.15 1.13 Ct.HaNs 16.32 1.25
CnHs' 18.45 1.60 CIIHnNOs 12.66 1.34 Ct2H2SNs 14.53 0.98 Ct.HtS02 15.42 1.51

~IIHtgN202 13.03 1.18 CuHsOs 14.29 1.55 CUHtSNO 15.79 1.36
CUH2tNSO 13.41 1.03 CtSHtoN02 14.67 1.40 Ct.HnN2 16.16 1.22

210 CUH2SN. 13.78 0.88 CtSH12N2O 15.04 1.25 Ct.H290 15.63 1.34
CgHtON2O. 10.81 1.33 C12HsO. 13.17 1.60 CtsHt.Ns 15.42 I.E Ct.HatN 16.01 1.20
C9H12NSOS 11.18 1.17 C12HsNOa 13.55 1.45 CtSHU02 14.51 1.38 CtSH02 16.30 1.64
C9HUN.02 11.55 1.01 C12H¡N202 13.92 1.30 CtSH2SNO 14.88 1.23 CtsHSNO 16.68 1.50
CtOH2N.02 12.44 1.11

Cj2HSNSO 14.30 1.15 Cj3H28N2 15.26 1.09 CtsHsN2 17.05 1.36
CtOH12NO. 11.54 1.41

Ct2HIIN. 14.67 1.60 CUH2Ns 16.31 1.25 CtSH170 16.52 1.48
CtOHUN20a 11.91 1.25 Ct2HtgOa 13.39 1.43 Ct.Ht202 15.40 1.50 CtSHUN 16.90 1.34
CtoHtSNS02 12.29 1.09

Ct2H2tN02 13.76 1.28 Ct.Ht.NO 15.77 1.36 CtSH50 17.41 1.62
CtoHuN.O 12.66 0.94 C12H2aN2O 14.14 1.13 Ct4HtSN2 16.15 1.22 Ct6H¡N 17.78 1.49
CuH2N2Oa 12.80 1.35

Ct2H2SNs 14.51 0.98 Ct.H2SO 15.62 1.34 CtSH2t 17.63 1.46
CuH.Na02 13.17 1.20

CtSH¡OS 14.28 1.54 Ct.HaoN 15.99 1.20 C17H9 18.51 1.61
CttHSN.O 13.55 1.05 CtSHgN02 14.65 1.40 Ct5H2NO 16.66 1.50
CIIHuO. 12.27 1.49

CtaHttN20 15.03 1.25 Ct5H.N2 17.04 1.36
214CuH16NOS 12.64 1.34

CuHuNa 15.40 1.11 CtsHtSO 16.50 1.47
CuHtSN202 13.02 1.18

CtaH2S02 14.49 1.38 CtSHUN 16.88 1.34 CsHt.N2O. 10.87 1.34

CuH2oNaO 13.39 1.03 CUH2SNO 14.87 1.23 C15Ha2 16.72 1.31 CSHtsNso, 11.24 1.18

CttH22N. 13.76 0.88 CtSH2¡N2 15.24 1.08 CtsH•O 17.39 1.62 C9HtsN.02 11.62 1.02

Ct2H2O. 13.16 1.60
Ct.HNs 16.29 1.24. CtSHsN 17.77 1.48 CtOH2N2O. 11.76 1.43

C12H.NOa 13.53 1.45 CtOH.NaOs 12.13 1.28
Ct.HU02 15.38 1.50 CtSH20 17.61 1.46

C12HSN202 13.90 1.30
Ct.HnNO 15.76 1.36 CnHs 18.50 1.61 CtOHsN.02 12.51 1.12

C12HsNaO 14.28 1.15 Ct.HtSN2 16.13 1.22 CtOHtSNO. 11.60 1.42

C12HtON• 14.65 1.00 . Ct.H2¡0 15.60 1.34 CtoHt8N20S 11.97 1.26

Cj2HUOS 13.37 1.43 Ct4H2SN 15.97 1.19 213 CtOH2ONa02 12.35 1.10

C12H20N02 13.75 1.28 CSHSN2O. 10.86 1.34 CtOH22N.0 12.72 0.95
Ct5HNO 16.65 1.50

C12H22N2O 14.12 1.13 CsHt5Nao, 11.23 1.18 CuH.NO. 12.49 1.52
CtsHSN2 17.02 1.36

CuHuNa 14.50 0.98 CtSHtSO 16.49 1.47 CsHt¡N.02 11.60 1.02 CIIHsN20a 12.86 1.36

14.26 1.54 1.33 CtoHN20. 11.74 1.43 CIIHsNs02 13.24 1.21CtaHSo, Ct5H17N 16.86
CuHaN02 14.64 1.40

CtSHSt 16.71 1.31 CtoHaNs02 12.12 1.27 CUHtbN(O 13.61 1.06

CtaHtoN20 15.01 1.25 CtoH5N.02 12.49 1.12 CttHtsO. 12.33 1.50
CtSHSO 17.38 1.62

CtSHt2Ns 15.38 1.11
CtSH5N 17.75 1.48 CtoHtsNO. 11.58 1.41 CttH20N03 12.71 1.34

CtaH2202 14.48 1.37 CioHnN20a 11.96 1.26 CIIH22N202 13.08 1.19
C16Ht9 17.59 1.45

CUH2.NO 14.85 1.23 CtoHUNs02 12.33 1.10 CIIHuNaO 13.45 1.04
CnH¡ 18.48 1.61

Ct3H2SN2 15.23 1.08 CtOH2tN.0 12.71 0.95 CUH2SN. 13.83 0.89

Ct.Ht002 15.37 1.50 CuHaNO• 12.47 1.51 Ct2HsO. 13.22 1.61

Ct.Hj2NO 15.74 1.36 212 CttHSN20S 12.85 1.36 Ct2HsNOa 13.59 1.45

Ct.Ht.N2 16.12 1.22 CSHt2N2O. 10.84 1.34 CuH¡Na02 13.22 1.21 C12HtON202 13.97 1.31

Ct.H2SO 15.58 1.33 C9HuNaOa 11.21 1.18 CttHgN.O 13.60 1.06 C12Ht2NaO 14.34 1.16

CUH2SN 15.96 1.19 CsHtSN.02 11.59 1.02 CuHnO. 12.32 1.50 Ct2HuN. 14.72 1.01

CtSH2N2 17.00 1.36 CtOH2Nso, 12.10 1.27 CttHu,N°a 12.69 1.34 Cj2HnOs 13.44 1.43

CtSHt.O 16.47 1.47 CtOH.N.O; 12.47 1.12 CUH2tN202 13.06 1.19 Ct2HUN02 13.81 1.28

. Ct5HtSN 16.85 1.33 CtOHuNO. 11.57 1.41 CuH2aNaO 13.44 1.04 Ct2H2SN20 14.19 1.14

Ct5Hao 16.69 1.31 CtOHtsN20a 11.94 1.25 CuH2SN. 13.81 0.89 Cj2H2SNS 14.56 0.99

CrsH20 17.36 1.61 CtOHuNa02 12.32 1.10 Ct2H5O. 13.20 1.60 Cj3H2N. 15.61 1.14

CtséltN 17.74 1.48 CtOH2ON.0 12.69 0.94 Ct2H¡NOa 13.58 1.45 CtaHtoOa 14.33 1.E5

CtSHt8 17.58 1.45 CttH2NO. 12.46 1.51 C12HsN202 13.95 1.30 CnHt2N02 14.70 1.40

CnHs 18.47 1.61 CIIH.N2Oa 12.83 1.36 Ct2HuNaO 14.33 1.15 CtaHt.N2O 15.07 1.26

~
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CI3HISN3 15.45 1.12 CtSH302 16.34 1.65 CsHUN3~ 11.29 1.18 Cl1Ht2N302 13.30 1.22

CI3H2GOz 14.54 1.38 C1sH"SNO 16.71 1.51 CSH21N402 11.67 1.03 CttH14N4O 13.68 ..1.07

CUH2eNO 14.92 1.24 CtSH¡N2 17.08 1.37 C1oHsN204 11.81 1.44 Cl1H2204 12.40 1.51

C1sHsoN2 15.29 1.09 C1SHtSO 16.55 1.48 CIOH¡N3~ 12.18 1.28 Cl1H24N03 12.77 1.35

CI4H2N2O 15.96 1.39 C1SH2tN 16.93 1.34 CloHsN402 12.55 1.13 CI1H2SN202 13.14 1.20

CI4H4N3 16.34 1.25 CtsH¡O 17.44 1.63 CtOHUN04 11.65 1.42 CI2H2N4O 14.56 1.19

C14HI402 15.43 1.51 CtsHsN 17.82 1.49 CloH2tN20S 12.02 1.26 C12H1OO4 13.28 1.61
CI4H1SNO 15.81 1.37 C1sH23 17.66 1.47 CtOH23N302 12.40 1.11 C12Ht2N03 13.66 1.46

CI4HnN2 16.18 1.23 CI7HII 18.55 1.62 CtOH2SN40 12.77 0.95 CI2Ht4N202 14.03 1.31

CI~HsoO 15.65 1.34 CIIH¡N04 12.54 1.52 CI2HISN30 14.41 1.17

CtSH202 16.32 1.64 216 CI1HsN203 12.91 1.37 Ct2HUN4 14.78 1.02

Cls~NO 16.69 1.51 C,H1SN204 10.90 1.34 CI1HI1N302 13.29 1.22 Ct2H2S03 13.50 1.44

CtsHGN2 17.07 1.37 CsHuNs03 11.~8 1.18 CI1Ht3N4O 13.66 1.07 CIsH2N202 14.92 1.44

C1sHnO 16.54 1.48 CSH20N402 11.65 1.02 CI1H2t04 12.38 1.50 Ct3H4N30 15.30 1.29

C1SH2oN 16.91 1.34 C1oH4N204 11.79 1.44 CI1H2SN03 12.75 1.35 CI3HsN4 15.67 1.15

C1sH60 17.43 1.63 CloHsN3~ 12.16 1.28 CttH2SN202 13.13 1.20 CI3HI4~ 14.39 1.56

C1GHeN 17.80 1.49 CtoHaN402 12.54 1.13 CI1H2¡N3O 13.50 1.05 Ct3HtSN02 14.76 1.41

CtGH22 17.64 1.46 CtoHleN04 11.63 1.42 C12HN4O 14.55 1.19 CI3HlaN2O 15.14 1.27

CI7HtO 18.53 1.62 CloH20N203 12.01 1.26 C12HS04 13.27 1.61 Ct3H2oN3 15.51 1.13

C1oH22N302 12.38 1.11 C12H1tN03 13.64 1.46 CI4H203 15.28 1.69

215
CtOH24N40 12.76 0.95 C12HUN202 14.02 1.31 C14H4N02 15.65 1.54

CsHtsN204 10.89 1.34 Cl1HGNO( 12.52 1.52 C12HtSNSO 14.39 1.16 C14HSN2O 16.03 1.40

C9HnN3~ 11.26 1.18 Cl1HaN203 12.90 1.37 C12HnN4 14.77 1.02 C14HaN3 16.40 1.26

CsHUN40z 11.63 1.02 Cl1HtoN302 13.27 1.21 C12H2S03 13.49 1.44 C14Hta02 15.50 1.52

CtOH3N204 11.77 1.44 CI1HI2N4O 13.64 1.06 CUH2¡NOz 13.86 1.29 CI4H.10NO 15.87 1.38

CI1H2004 12.36 1.50 Ct3HN202 14.91 1.43 CI4H22N2 16.24 1.24
CtOHSN303 12.15 1.28

C1oH¡N402 12.52 1.12 CltH22N03 12.74 1.35 CI3H3NsO 15.28 1.29 C1SH&02 16.38 1.66

CloHnN04 11.62 1.42 Cl1HuN202 13.11 1.19 Ct3HSN4 15.65 1.15 CtsHaNO 16.76 1.52

C1OHt9N203 11.99 1.26 CI1H2SN3O 13.49 1.04 CI3H1303 14.37 1.56 C1SHtON2 17.13 1.38

CIIH2eN4 13.86 0.89 Ct3HtSN02 14.75 1.41 C1sH22O 16.60 1.49
CtOH2tN302 12.37 1.10

Ct2Ha04 13.25 1.61 Ct3Ht¡N2O 15.12 1.27 CtSH24N 16.98 1.35
CtOH23N4O 12.74 0.95

Ct2HtoN03 13.63 1.46 Ct3HtSN3 15.50 1.12 CtsHtoO 17.49 1.64
CttHSN04 12.50 1.52

CttH¡N203 12.88 1.37 CI2H12N202 14.00 1.31 C14H03 15.26 1.68 C16Ht2N 17.86 1.50

CttHsN302 13.25 1.21 Ct2Ht4N30 14.38 1.16 C14H3N02 15.64 1.54 C1sH2S 17.71 1.47

CttHttN40 13.63 1.06 CI2HtSN4 14.75 1.01 C14HsN2O 16.01 1.40 C17Ht4 18.59 1.63

CttH1S04 12.35 1.50 CI2Hu03 13.47 1.44 C14H¡N3 16.39 1.26 C1aH2 19.48 1.79

CttH2tN03 12.72 1.35 C12H2SN02 13.84 1.29 C14Hn02 15.48 1.52

CttH23N202 13.10 1.19 CI2H2aN20 14.22 1.14 CI4HtSNO 15.58 1.37 219

CttH2SN3O 13.47 1.04 CI3H2N3O 15.26 1.29 C14H2tN2 16.23 1.23
CSHt9N2O( 10.95 1.35

CttH2TN4 13.84 0.89 Ct3H4N4 15.64 1.14 C1sHs02 16.37 1.65 CSH2tN303 11.32 1.19

C12H¡04 1324 1.61 CI3Ht203 14.36 1.56 CtSH¡NO 16.74 1.51
CSH23N402 11.70 1.03

Ct2HSN03 13.61 1.46 CI3H14N02 14.73 1.41 C1sH9N2 17.12 1.38 C1OH¡N204 11.84 1.44

Ct2HttN202 13.98 1.31 Ct3H1SN2O 15.11 1.26 C1sH2tO 16.58 1.49 CtoHSN303 12.21 1.29

C12Ht3N30 14.36 1.16 Ct3HlaNs 15.48 1.12 C1SH23N 16.96 1.35 C1oHttN402 12.59 1.13

C12HtSN4 14.73 1.01 CI3H2a02 14.57 1.39 C1sHsO 17.47 1.63
CtOH2tN04 11.68 1.42

Ct2H2303 13.45 1.44 Ct4H2N02 15.62 1.54 C1sHtlN 17.85 1.50
CtOH23N203 12.05 1.27

Ct2H2SN02 13.83 1.29 C14H4N2O 15.99 1.40 C1sH2S 17.69 1.47
CtOH2SN302 12.43 1.11

C12H2TN2O 14.20 1.14 C14HsN3 16.37 1.26 C17Ht3 18.58 1.63 Cl1HsN04 12.57 1.53

C12H2SN3 14.58 0.99 C14HtS02 15.46 1.51 CtsH 19.47 1.79
CttHttN203 12.94 1.37

Ct3HN3O 15.25 1.28 Ct4HtaNO 15.84 1.37 CttH13N302 13.32 1.22

Ct3H3N4 15.62 1.14 C14H2oN2 16.21 1.23 218 Cl1HtsN(O 13.69 1.07

Ct3Htt03 14.34 1.55 CtSH402 16.35 1.65
CsHtaN204 10.93 1.35 Cl1H23O( 12.41 1.51

Ct3Ht3N02 14.72 1.41 CtSHGNO 16.73 1.51 CSH20N303 11.31 1.19 CttH2SN03 12.79 1.35

Ct3HtSN20 15.09 1.26 CtSHSN2 17.10 1.37 CSH22N(02 11.68 1.03 Ct2HN302 14.21 1.34

Ct3HnN3 15.46 1.12 CtSH200 16.57 1.49
CtOHSN204 11.82 1.44 Ct2H3N4O 14.58 1.19

C13H2¡02 14.56 1.38 CtSH22N 16.94 1.35 CloHaN303 12.20 1.28 CI2HttO( 13.30 1.62

Ct3H2SNO 14.93 1.24 CtGHaO 17.46 1.63 CtoHtoN402 12.57 1.13 CI2Ht3N03 13.67 1.47

Ct4HN02 15.60 1.54 CtSHtON 17.83 1.50 CtOH20N04 11.66 1.42 Ct2HtSN202 14.05 1.32

C14H3N2O 15.98 1.39 CtSH24 17.67 1.47
CtOH22N203 12.04 1.27 Ct2H17N3O 14.42 1.17

C14HSN3 16.35 1.25 C17Ht2 18.56 1.62
CtOH24N302 12.41 1.11 Ct2Ht9N( 14.80 1.02

C14HtS02 15.45 1.51 CtOH2SN(O 12.79 0.96 CI3HN03 14.56 1.59

Ct4HnNO 15.82 1.37 217 CttHaNO( 12.55 1.52 Ct3H3N202 14.94 1.44

Ct4Ht9N2 16.20 1.23 CSHt¡N204 10.92 1.34 CtlHtoN203 12.93 1.37 CI3HsN3O 15.31 1.29
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CI3H7N( 15.69 1.15 C1SH2(O 16.63 1.50 Cl1H2N.02 13.52 1.25 C13H7N202 15.00 1.45

C13HI503 14.41 1.56 C1sH26N 17.01 1.36 Cl1HI2NO. 12.62 1.53 C13H9N30 15.38 1.30

C13H17N02 14.78 1.42 C16H12O 17.52 1.64 Cl1H14N203 12.99 1.38 C13H11N. 15.75 1.16

C13H19N20 15.15 1.27 CI6H14N 17.90 151 Cl1H16N302 13.37 1.23 C13H1903 14.47 1.57

C13H21N3 15.53 1.13 C16H2S 17.74 1.48 Cl1H1SN4O 13.74 1.08 C13H21N02 14.84 1.43

C14H303 15.29 1.69 C17H2N 18.78 1.66 C12H2N203 13.88 1.49 CI3H23NiO 15.22 1.28

C14HSN02 15.67 1.55 C17HI6 18.63 1.64 CI2H.N302 14.25 1.34 C13H2SN3 15.59 1.14

C14H7N2O 16.04 1.40 C1SH4 19.52 1.80 CI2H6N.O 14.63 1.20 C14HP3 15.36 1.70

CUH9N3 16.42 1.26 C12H1.04 13.35 1.62 CUH9N02 15.73 1.56

C14HI902 15.51 1.52 221 C12H16N03 13.72 1.47 C1.Hl1N2O 16.11 1:41

C1.H21NO 15.89 1.38 C9H21N2O. 10.98 1.35 C12H1SN202 14.10 1.32 Cl.HI3N3 16.48 1.27

C14H23N2 16.26 1.24 C9H23N303 11.36 1.19 C12H20N30 14.47 1.18 Cl.H2302 15.58 1.53

C1sH702 16.40 1.66 C10H9N204 11.87 1.45 C12H22N• 14.85 1.03 CUH2SNO 15.95 1.39

C15H9NO 16.77 1.52 CloHllN303 12.24 1.29 C13H204 14.24 1.74 C14H27N2 16.32 1.25

C15Hl1N2 17.15 1.38 Cl0HI3N.02 12.62 1.14 CI3H.N03 14.61 1.59 ClsHN3 17.37 1.42

CI5H23O 16.62 1.49 C10H23N04 11.71 1.43 C13H6N202 14.99 1.45 C1sH1102 16.46 1.67

C1sH25N 16.99 1.36 Cl1HN(02 13.51 1.25 C13HSN30 15.36 1.30 C1sH13NO 16.84 1.53

C16Hl1O 17.51 1.64 Cl1Hl1N04 12.60 1.53 C 13Hl0N( 15.73 1.16 C15H1SN2 17.21 1.39

C16H13N 17.88 1.50 Cl1H13N203 12.98 1.38 C13H1S03 14.45 1.57 C1SH270 16.68 1.50

C16H27 17.72 1.48 Cl1H1SN302 13.35 1.23 C13H20N02 14.83 1.42 C1sH29N 17.06 1.37

CuHN 18.77 1.66 CI1H17N4O 13.72 1.08 C13H22N20 15.20 1.28 C16HNO 17.73 1.68

C17HI5 18.61 1.63 C12HN203 13.86 1.49 C13H2.N3 15.58 1.14 C16H3N2 18.10 1.54

C1sH3 19.50 1.80 C12H3N302 14.24 1.34 C14H603 15.34 1.70 C16H1SO 17.57 1.65

CI2H5N(O 14.61 1.20 C14HSN02 15.72 1.55 C1GH17N 17.94 1.52

CI2HI3O( 13.33 1.62 C14H10N2O 16.09 1.41 C16H31 17.79 1.49
220

C12H15N03 13.71 1.47 C14H12N3 16.47 1.27 C17H30 18.46 l.80
C9H20N2O( 10.97 1.35

C12H17N202 14.08 1.32 C1( H2202 15.56 1.53 C17HsN 18.83 1.67
C9H22N303 11.34 1.19

C12H19N30 14.46 1.17 C14H24NO 15.93 1.39 C17HI9 18.67 1.64
C9H2(N402 11.71 1.03

C12H21N( 1483 1.03 Cl(H2GN2 16.31 1.25 C1SH7 19.56 1.81
C10HSN2O( 11.85 1.44

CI3HO( 14.22 1.74 C15Hl002 16.45 1.67
Cl0Hl0N303 12.23 1.29

C13H3N03 14.60 1.59 C1sH12NO 16.82 1.53
Cl0H12N402 12.60 1.13 224

C13H5N202 14.97 1.44 C1sH14N2 17.20 1.39
C10H22NO( 11.70 1.43

C13H7N3O 15.34 1.30 C15H2GO 16.66 1.50 Cl0H12N20( 11.92 1.45

Cl0H2(N203 12.07 1.27
C13H9N4 15.72 1.16 C1SH2SN 17.04 1.36 Cl0Hl(N303 12.29 1.30

CllHl0N04 12.58 153
C13H1703 14.44 1.57 C1GH2N2 18.09 1.54 Cl0H1GN402 12.67 1.14

Cl1 H12N203 12.96 1.38
CI3H19N02 14.81 1.42 C1GHUO 17.55 1.65 C11H2N303 13.18 1.40

Cl1H14N302 13.33 1.22
C13H21N20 15.19 1.28 C16H16N 17.93 1.51 C11H.N(02 13.56 1.25

C11H1GN4O 13.71 1.07
CI3H23N3. 1556 1.13 C16H30 17'.77 1.49 CllH14NO( 12.65 1.54

C 11H24O( 12.43 1.51
C1.Hs03 15.33 1.69 C17H2O 18.44 1.80 Cl1H16N203 13.02 1.38

C12H2N302 14.22 1.34
C14H7N02 15.70 1.55 C17H(N 18.82 1.67 CllH1SN302 13.40 1.23

CI2H(N4O 14.60 1.19 C11H20N4O 13.77 1.08
C14H9N2O 16.07 1.41 C17H1S 18.66 1.64

C12H1204 13.32 1.62 CI2H2NO( 13.54 1.65
Cl(HI1N3 16.45 1.27 C1SH6 19.55 1.81

CI2H1(N03 13.69 1.47
C14H2102 15.54 1.53 CI2H.N203 13.91 1.5.0

C12H1GN202 14.06 132 223 C1?HGN302 14.29 1.35
C1(H23NO 15.92 1.38

C12H1SN30 14.44 1.17 Cl0Hl1N204 11.90 1.45 C12HSN40 14.66 1.20
C14 H2SN2 16.29 1.24

C12H20N4 14.R1 1.02 Cl0H13N303 12.28 1.29 CI2HI6O( 13.38 1.63

C13"2N03 14.5R 1.59 C1sH902 1643 1.66
C10H15N.02 12.65 1.14 CI2H18N03 13.75 1.48

C13H4N202 14.95 1.44 C1sH11NO 16.81 1.52
C11HN303 13.16 1.40 C12H20N202 14.13 1.33

ClsH13N2 17.18 1.39
C13H6N3O 15.33 1.30 C11H3N402 13.54 1.25 C12H22N30 14.50 1.18

C1sH25O 16.65 1.50
C13HsN4 15.70 1.15 C11H13NO( 12.63 1.53 CI2H2.N( 14.88 1.03

C15H27N 17.02 1.36
C13H1603 14.42 1.57 Cl1H1SN203 13.01 1.38 CI3H4O( 14.27 1.74

C1GHN2 18.07 1.54
C13H1SN02 14.RO 1.42 CI1Ht¡N302 13.38 1.23 C13HGN03 14.64 1.60

C1GH13O 17.54 1.64
C13H20N20 15.17 1.27 CllH19N40 13.76 1.08 C13HSN202 15.02 1.45

C1GH15N 17.91 1.51
C13H22N3 15.54 1.13 C12HN04 13.52 1.65 Cl~Hl0N30 15.39 1.31

C1GH29 17.75 1.48
C 1(H403 15.31 1.69

CuHO 18.43 1.80 C12H3N203 13.90 1.50 C13HI2N( 15.77 1.16

C14HGN02 15.6R 1.55 C12HsN302 14.27 1.35 C13H2003 14.49 1.57

CUHsN20 16.06 1 .41
C17H3N 18.80 1.67

CI2H7N(O 14.64 1.20 C13H22N02 14.86 1.43
C17H17 18.64 1.64

C14H10N3 16.43 1.27 C1sHs 19.53 1.80 C12H1S0. 13.36 1.62 CI3H2(N2O 15.23 1.28

C14H2002 15.53 1.52 C12H17N03 13.74 1.47 C13H2GN3 15.61 1.14

C14H22NO 15.90 1.38 222 C12H19N202 14.11 1.33 CuHs03 15.37 1.70

C1.H2(N2 16.28 1.24 C9H22N204 11.00 1.35 C12H21N3O 14.49 1.18 C14Hl0NOz 15.75 1.56

C15Hs02 16.42 1.66 Cl0Hl0N20. 11.89 1.45 C12H23N( 14.86 1.03 CUH12N2O 16.12 1.42

C15H10NO 16.79 1.52 C1OH12N303 12.26 1.29 CI3H3O. 14.25 1.74 Cl(H1(N3 16.50 1.28

ClsHI2N2' 17.16 1.38 Cl0Hl.N402 12.63 1.14 C13H5N03 14.63 1.59 Cl(H2.02 15.59 l.53
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M+ 1 M+ 2 M+ 1 M+ 2 M+ 1 M+2 M+ 1 M+ 2

Cl(H2SNO 15.97 1.39 CiSH3NO 17.76 1.68 C1sH10 19.6] 1.82 Cl1HsN3o, 13.24 ' 1.41

Cl(H2SN2 16.34 1.25 C1sHsN2 18.13 1.55 Cl1HSN(02 13.62 1.26

C1SH2N3 17.39 1.42 C1sHnO 17.60 , 1.66 227 CnH1SNO( 12.71 1.55

. ClsH1202 ]6.48 1.67 C1sH19N 17.98 1.52 CloH15N20( 11.97 1.46 CUH2oN203 13.09 1.39

CI5Hl(NO 16.85 1.53 C1sH33 17.82 1.49 C10HnN3O, 12.34 1.30 Cl1H22Ns02 13.46 1.24 .

C15H1SN2 17.23 1.40 CnH50 18.49 1.81 CloHl,N,~ 12.71 1.15 CUH2(N(O 13.84 1.09

C15H2sO 16.70 1.51 CnH¡N 18.86 1.68 CI1HSN2O( 12.85 1.56 C12HsNO( 13.60 1.66

C15H30N 17.07 1.37 CnH21 18.71 1.65 CUH5N303 13.23 1.41 C12HaN203 13.98 1.61

C1SH2NO 17.74 1.68 C!8Hg 19.60 1.81 CI1H¡N(02 13.60 1.26 C12Hl0N302 14.35 1.36

C1SH(N2 18.12 1.55 CI1HnNO( 12.70 1.54 C12H12N(O 14.72 1.21

C16H1SO 17.59 1.65 C11H19N203 13.07 1.39 C12H20O( 13.44 1.64

CI6H18N 17.96 1.52 226
C11H21N302 13.45 1.24 C12H22N03 13.82 1.49

ClsH32 17.80 1.49 C10H1(N2O( 1] .95 1.46
CI1H23N(O 13.82 1.09 C12H2(N202 14.19 1.34

C17H(O 18.47 1.81 CloH1SN303 12.32 1.30 C12H5NO( 13.59 1.65 C12H2SN30 14.57 1.19

C17H6N 18.85 1.68 C10H1SN(02 12.70 1.15 C12H¡N203 13.96 1.50 CI2H28N( 14.94 1.04
C11H2N2O( 12.84 1.56

C17H20 18.69 1.65 C12HgN302 14.33 1.36 C13HsO( 14.33 1.75

C1sHs 19.58 1.81 CI1H(N303 13.21 1.41
C12HI1N(O 14.71 1.21 C13H10NOS 14.71 1.61

CI1H6N(02 13.59 1.26
CI2HUO( 13.43 1.63 ClsH12N202 15.08 1.46

C11H1SNO( 12.68 1.54
C12H21N03 13.80 1.48 CI3H1(N3O 15.46 1.32

225 C11H1SN203 13.06 1.39
C12H2SN202 14.18 1.33 C13H1SN( 15.83 1.17

CjoH13N20, 11.93 1.45 Cl1H20N302 13.43 1.24
C12H25N30 14.55 1.19 C13H2(°3 14.55 1.58

Cl0H1SN303 12.31 1.30 CI1H22N(O 13.80 1.09
C12H2¡N( 14.93 1.04 C13H2SN02 14.92 1.44

CjoH17N,02 12.68 1.14 CI2H(NO( 13.57 1.65
CI3H¡O( 14.32 1.75 C13H2SN20 15.30 1.29

C11HN204 12.82 1.56 C12HsN203 13.94 1.50
C13H,N03 14.69 1.60 C13H30Ns 15.67 1.15

C11H3N303 13.20 1.41 C12HsN302 14.32 1.35
C13HI1N202 15.07 1.46 C1(H2NSO 16.34 1.45

CI1H5N(02 13.57 1.25 Cj2H10N(O 14.69 1.21
C13HI3N3O 15.44 1.31 Cl(~N( 16.72 1.31

CllH15N04 12.66 1.54 C12H1sO( 13.41 1.63
C13H1SN4 15.81 1.17 C1(HI2OS 15.44 1.71

CllH17N203 13.04 1.39 C12H20N03 13.79 1.48
C13H2303 14.53 1.58 Cl(H14N02 15.81 1.57

Cl1Hl,Ns02 13.41 1.23 C12H22N202 14.16 1.33
CUH2SN02 14.91 1.44 C1(H1SN2O 16.19 1.43

Cl1H21N(O ]3.79 1.08 CI2H2(NsO 14.54 1.18
CUH2¡N2O 15.28 1.29 C1(H1SN3 16.56 1.29

CI2H3NO( 13.55 1.65 C12H26N( 14.91 1.04
C13H2,N3 15.66 1.15 Cj(H2s02 15.66 1.54

C12HSN203 13.93 1.50 CI3H6O( 14.30 1.75
C14HN3O 16.33 1.45 C1(H30NO 16.03 1.40

CI2H¡N302 14.30 1.35 C13HsN03 14.68 1.60
C1(H3N( 16.70 1.31 Cj(H32N2 16.40 1.26

CI2H,N(O 14.68 1.20 C13Hl0N202 15.05 1.46
C1(H1103 15.42 1.71 C1SH2N02 16.70 1.71

C12H1704 13.40 1.63 C13H12N30 15.42 1.31
C1(H13N02 15.80 1.57 CjSH(N2O 17.08 1.57

Cj2H19N03 13.77 1.48 CI3Hj(N( 15.80 1.17
C1(HI5N2O 16.17 1.42 Cj5HSN3 17.45 1.43

C12H21N202 14.14 1.33 C13H2203 14.52 1.58
Cj(H1¡N3 16.55 1.28 Cj5HjS02 16.54 1.68

C12H23N3O 14.52 1.18 C13H20°2 14.89 1.43
C1(H2¡02 15.64 1.54 Cj5H¡SNO 16.92 1.54

CI2H2SN( 14.89 1.04 C13H26N20 15.27 1.29
Cj(H2,NO 16.01 ' 1.40 Cj5H20N2 17.29 1.41

CI3HSO( 14.28 1.75 C13H2SN3 15.64 1.15
C1(H31N2 16.39 1.26 C15H32O 16.76 1.52

CI3H¡N03 14.66 1.60 C1(H2N( 16.69 1.31
C1sHN02 ]6.69 1.70 C1SH(02 17.43 1:83

C13H,N202 15.03 1.45 C1(H1003 15.4] 1.71
C1sH3N2O 17.06 1.57 Cj6HSNO 17.81 1.69

Cj3H11N30 15.41 1.31 C14HI2N02 15.78 1.56
C15H5N3 17.43 1.43 C1sHaN2 18.18 1.56

C13HI3N( 15.78 1.17 C14H14N20 16.15 1.42
ClsHj502 16.53 1.68 C1sH20O 17.65 1.66

C13H2103 14.50 1.58 C1(H16N3 16.53 1.28
CjSH17NO 16.90 1.54 C1sH22N 18.02 1.53

CI3H23N02 14.88 1.43 C1(H2S02 15.62 1.54
C15HUN2 17.28 1.40 CnHsO 18.54 1.82

C13H2SN20 15.25 1.29 C1(H2SNO 16.00 1.40
C15H31O 16.74 1.51 C17H1oN 18.91, 1.69

C13H2¡N3 15,62 1.14 C1(H30N2 16.37 1.26
C15H33N 17,12 1.38 C17H2( 18.75 1.66

Cl(HN4 16,67 1.30 C1sH2N2O 17.04 1.56
C1sH302 17.42 1.82 C18HI2 19.64 1.82

C14H903 15.39 1.70 C1SH(N3 17.42 1.43
ClsH5NO 17.79 1.69

Cl(H11N02 15.76 1.56 C1sH1(°2 16,51 1.68
CI6H¡N2 18,17 ' 1.55

C14H13N20 16.14 1.42 C1sH16NO 16.89 1.54 229
CjSH190 17,63 1.66

C14HjSN3 16.51 1.28 CjSH1SN2 17,26 1.40
CjSH2jN 18,01 1.53 C1oHnN2O( 12.00 1.46

C1(H2502 15,6] 1.54 C15H30O 16,73 1,51
C17H¡O 18.52 1.82 CloH19Ns03 12.37 1.31

Cj(H2¡NO 15.98 1.39 C15H32N 17.10 1.37
C17HgN 18.90 1.69 CjOH2jN(02 12.75 1.15

C14H2,N2 16.36 1.25 C16H202 17.40 1.82
C17H23 18.74 1.66 Cl1HsN2O( 12.89 1.57

C1sHN2O 17.03 1.56 C1SH(NO 17.77 1.69
C1SHl1 19.63 1.82 CUH¡N303 13.26 1.41

C15H3N3 17.40 1.42 C16HsN2 18.15 1.55 CllH,N402 13.64 1.26

ClsH1302 16.50 1.67 C1sH1sO 17.62 1.66 CHH19NO( 12.73 1.55
C1sHjSNO 16.87 1.54 C1sH2oN 17'.99 1.52 228 Cl1H21N203 13.10 1.39
C1SH1¡N2 17.24 1.40 CI6H3.( 17.83 1.50 CjOH1SN2O( 11.98 1.46 C11H23N302 13.48 1.24
C1sH2,O 16.71 1.51 C1¡HSO 18.51 1.81 CjOH1SNS03 12.36 1.30 Cl1H25N(O 13.85 1.09
CJ,H3JN 17.09 1.37 C17HsN 18.88 1.68 C10H20N(02 12.73 1.15 CI2H¡NO( 13.62 1.66
C16H02 17.38 1.82 C17H22 18.72 1.65 CuH(N2O( 12.87 1.56 C12H,N203 13.99 1.51
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M+ 1 M+ 2 M + 1 M+2 M+ 1 M+ 2 M+ 1 M+2

CI2HIIN302 14.37 1.36 CI2H30N( 14.97 1.05 C14HN03 15.64 1.74 CISHsN20 17.14 1.58

C12HI3N(O 14.74 1.21 CI3H2N(O 15.65 1.35 CUH3N202 16.02 1.60 C1sHION3 17.51 1.44
C12H2IO( 13.46 1.64 CI3H1OO( 14.36 1.76 CI4HsN3O 16.39 1.46 ClsH20~ 16.61 1.69
C12H2SN03 13.83- 1.49 C13HI2NOs 14.74 1.61 CI(H¡N( 16.77 1.32 C1SH22NO 16.98 1.55
C12H2SN202 14.21 1.34 CtSHt(N202 15.11 1.47 Ct(H1S03 15.49 1.72 C15H2(N2 17.36 1.42
C12H2¡N3O 14.58 1.19 C13HtsN3O 15.49 1.32 Ct(HI7N02 15.86 1.58 CtSHs02 17.50 1.84

CI2H29N( 14.96 1.05 CI3HI8N( 15.86 1.18 C\(HI9N2O 16.23 1.44 CtsHtONO 17.87 1.70
Ct,HN(O 15.63 1.34 Ct,H2S03 14.58 1.59 Ct4H21N3 16.61 1.30 CtSHI2N2 18.25 1.57

CI3H,O( 14.35 1.76 Ct3H28N02 14.96 1.44 CtsH,Os 16.37 1.85 CISH2(O 17.71 1.68
CUHuN03 14.72 1.61 Ct3H30N20 15.33 1.30 CtsHSN02 16.75 1.72 C1SH2SN 18.09 1.54
Ct3HUN202 15.10 1.46 C14H2N202 16.00 1.60 CtsH¡N2O 17.12 1.58 C17Ht2O 18.60 1.83

C13HISN3O 15.47 1.32 C!(H(N3O 16.38 1.46 CIsH9N3 17.50 1.44 CI7Ht(N 18.98 1.70

CI3HI7N( 15.85 1.18 Ct(HSN( 16.75 1.32 CtSHt9°2 16.59 1.69 CnH28 18.82 1.67

CI3H2S03 14.57 1.59 CI(H1403 15.47 1.72 CtsH2INO 16.97 1.55 C18H2N 19.86 1.87

C1SH2¡N02 14.94 1.44 Ct(H1SN02 15.84 1.57 CIsH23N2 17.34 1.41 C18Ht6 19.71 1.84

CnH29N2O 15.31 1.30 C!(HtSN2O 16.22 1.43 CtSH¡02 17.48 1.84 CI9H( 20.60 2.01

CI,H'IN, 15.69 1.15 C!(H2oN3 16.59 ' 1.29 CtSH9NO 17.85 1.70

C!(HN202 15.99 1.60 C14H3002 15.69 1.55 CtsHUN2 18.23 1.57

C14H3N30 16.36 1.45 CtSH203 16.36 1.85 CtSH230 17.70 1.67 233

Ct(HSN( 16.73 1.32 CtsH(N02 16.73 1.71 CtSH2SN 18.07 1.54 CtOH2tN20( 12.06 1.47

Ct(H1303 15.45 1.71 CtSHgN20 17.11 1.57 CnHuO 18.59 1.83 CtOH23N30s 12.44 1.31

C1(H1SN02 15.83 1.57 CtsHeN3 17.48 1.44 CI7HI3N 18.96 1.70 CtOH2SN402 12.81 1.16

CUH17N2O 16.20 1.43 CtSHls02 16.58 1.69 CnH2¡ 18.80 1.67 CUH9N2O( 12.95 1.57

C1(H1SN3 16.58 1.29 C15H20NO 16.95 1.55 Ct8HN 19.85 1.86 CuHuN303 13.32 1.42

C1(H2S02 15.67 1.55 CtSH22N2 17.32 1.41 CleHts 19.69 1.83 CUHI,N(02 13.70 1.27

C1(H3INO 16.05 1.41 CtSHg°2 17.46 1.83 Ct9H3 20.58 2.01 CIIH23NO. 12.79 1.56

C1sH03 16.34 1.85 CtsHeNO 17.84 1.70 CUH2SN203 13.17 1.40

C1sH,N02 16.72 1.71 CtsHION2 18.21 1.56 CUH2¡N302 13.54 1.25

CtSHSN20 17.09 1.57 CtSH220 17.68 1.67 232 Ct2HN402 14.59 1.39

C1SH¡N3 17.47 1.44 CtsH2(N 18.06 1.54 CtOH20N20. 12.05 1.47 Ct2HUN04 13.68 1.67

CtSH1702 16.56 1.68 CI7HIOO 18.57 1.83 CtOH22N,03 12.42 1.31 Ct2HI3N203 14.06 1.52

CISHt9NO 16.93 1.55 C17HI2N 18.94 1.69 CtOH24N(02 12.79 1.16 Ct2HISN,02 14.43 1.37

CISH21N2 17.31 1.41 C17H2S 18.79 1.67 CuHsN20( 12.93 1.57 C12HI7N4O 14.80 1.22

C1sHs02 17.45 1.83 C18HI4 19.68 1.83 CuHtON30s 13.31 1.42 Ct2H2S04 13.52 1.65

C1SH¡NO 17.82 1.69 C19H2 20.56 2.00 CUHI2N.02 13.68 1.27 C12H2¡NOs 13.90 1.50

C1sH9N2 18.20 1.56 CUH22N04 12.78 1.55 Ct3HN203 14.94 1.64

CtsH210 17.67 1.67 231 CUH24N203 13.15 1.40 Ct,H3N,02 15.32 1.50

CtSH23N 18.04 1.53 CtOHI,N2O( 12.03 1.47 CUH2SN302 13.53 1.25 Ct,HsN4O 15.69 1.35

C17H90 18.55 1.82 CtOH2tN30s 12.40 1.31 CUH28N40 13.90 1.10 Ct3H130. 14.41 1.76

CI7HttN 18.93 1.69 CloH23N402 12.78 1.16 Ct2HtoN04 13.67 1.66 CUH1SN03 14.79 1.62

C17H2S 18.77 1.66 CuH¡N2O. 12.92 1.57 Ct2HI2N20 14.04 1.52 Ct3Ht¡N202 15.16 1.47

Ct8HI3 19.66 1.83 CuH,N3O, 13.29 1.42 Ct2H14N302 14.41 1.37 C13HtsN30 15.54 1.33

C19H 20.55 2.00 CuHIIN.02 13.67 1.27 Ct2HtsN(O 14.79 1.22 Ct3H2tN• 15.91 1.19

CIIH21N04 12.76 1.55 Ct2H2(0. 13.51 1.64 Ct.H04 15.30 1.89

CUH23N2Os 13.14 1.40 Ct2H2SN03 13.88 1.49 C14H3N03 15.68 1.75
230 CUH2SN302 13.51 1.25 Ct2H28N202 14.26 1.35 Ct4HSN202 16.05 1.61

CtoH18N2O. 12.01 1.46 CUH2¡N.O 13.88 1.10 Ct3H2N302 15.30 1.49 CI4H¡N3O 16.42 1.47

CloH20N303 12.39 1.31 C12H9NO( 13.65 1.66 Ct3H(N4O 15.68 1.35 Ct4H,N( 16.80 1.33

C10H22N(02 12.76 1.15 Ct2HuN203 14.02 1.51 Ct3H1204 14.40 1.76 Ct(H1703 15.52 1.72
CIIHSN2O( 12.90 1.57 Ct2H13N302 14.40 1.37 CI3H1(N03 14.77 1.62 Cl(HI9N02 15.89 1.58

CIIHaN30s 13.28 1.42 C12H1SN(O 14.77 1.22 C13H1SN202 15.15 1.47 CUH21N2O 16.27 1.44

C11H10N(02 13.65 1.27 C12H23O( 13.49 1.64 C13HlaN30 15.52 1.33 CU·H23N3 16.64 1.30

CIIH20NO( 12.74 1.55 C12H2SN03 13.87 1.49 CI3H20N( 15.89 1.18 C1sHsOs 16.41 1.86

CIIH22N2O, 13.12 1.40 C12H2¡N202 14.24 1.34 C13H2s03 14.61 1.59 C1sH¡N02 16.78 1.72

CIIH2(N302 13.49 1.24 C12H2,N3O 14.62 1.20 C1(H2N03 15.66 1.75 C1sH,N2O 17.16 1.58
CIIH2SN(O 13.87 1.09 Ct,HNP2 15.29 1.49 CuH4N202 16.03 1.60 CtsHIIN3 17.53 1.45

C12HaNO~ 13.63 1.66 Ct3H3N(O 15.66 1.35 C14HSN3O 16.41 1.46 CtSH2t02 16.62 1.70

C12Hl0N203 14.01 1.51 C13H1104 14.38 1.76 CI4HsN( 16.78 1.32 C1SH23NO 17.00 1.56

C12H12N302 14.38 1.36 C13HI3NOs 14.76 1.61 Cl(H1S03 15.50 1.72 ClsH2SN2 17.37 1.42
CI2H1(N(O 14.76 1.22 CI3H15N202 15.13 1.47 CUHlaN02 15.88 1.58 C1SH902 17.51 1.84
C12H22O( 13.48 1.64 C13HI7N3O 15.50 1.32 C14H20N2O 16.25 1.44 C1sH11NO 17.89 1.71

C12H24N03 13.85 1.49 C13Ht,N4 15.88 1.18 Ct(H22N3 16.63 1.30 CtsH13N2 18.26 1.57

C12H2SN202 14.22 1.34 C13H2¡Ü3 14.60 1.59 CtsH(03 16.39 1.86 C1sH2SO 17.73 1.68

C12H2SN30 14.60 1.19 C13H2,N02 14.97 1.45 CtsHsN02 16.77 1.72 C1SH2¡N 18.10 1.54
I
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CI7HNz 19.15 1.73 CIOHzsNs03 12.47 1.32 C1SH(NZOS 14.99 1.65 Ct.HIIN3O 16.49 1.48

CI7HUO 18.62 1.83 CIIHIINZO( 12.98 1.58 CuHsNsOz 15.37 1.50 Ct.H3N. 16.86 1.34

CUHtsN 18.99 1.70 CIIHt3NsOs 13.36 1.43 Ct3HeN.O 15.74 1.36 Ct.HZtOs 15.58 1.73

CI7H29 18.83 1.67 CIIHtsN(OZ 13.73 1.28 CtSHtSO. 14.46 1.77 C1(HZ3NOZ 15.96 1.59

Ct8HO 19.51 2.00 CIIHZSNO( 12.82 1.56 CtsHt8N03 14.84 1.63 CUH2SN2O 16.33 1.45

CUH3N 19.88 1.87 Ct2HNS03 14.25 1.54 Ct3HzoNzOz 15.21 1.48 CuH21N3 16.71 1.31

CtsHn 19.72 1.84 Ct2HsN.02 14.62 1.40 Ct3HZ2N30 15.58 1.34 CtsHN. 17.75 1.49

Ct9HS 20.61 2.01 Ct2Ht3NO. 13.71 1.67 Ct3H2(N. 15.96 1.19 CtsH,Os 16.47 1.87

Ct2HtSN20S 14.09 1.52 CUH.O. 15.35 1.90 CtSHIIN02 16.85 1.73
234 Ct2Ht1N302 14.46 1.37 C14HsN03 15.72 1.76 CtsHtSN20 17.22 1.59

CtOHzzN2O. 12.08 1.47 Ct2Ht9N.O 14.84 1.23 C1(HeN202 16.10 1.61 CtsHtsNS 17.59 1.46
CtOH2.N30s 12.45 1.32 CtSHNO. 14.60 1.79 CUHtoN3O 16.47 1.47 CtSH2S02 16.69 1.71
CtOH2SN.Üz 12.83 1.16 Ct3H3N203 14.98 1.65 CUHt2N( 16.85 1.33 CtSH27NO 17.06 1.57
CIIHtON2O. 12.97 1.58 CuHsN302 15.35 1.50 Ct(H200s 15.57 1.73 CtsH29N2 17.44 1.43

CUHt2N303 13.34 1.42 Ct3H1N.O 15.73 1.36 CUH22N02 . 15.94 1.59 CtSHN20 18.11 1.75

CuHuN.02 13.72 1.27 Ct3H1S04 14.44 1.77 CUH2(N2O 16.31 1.45 CtSH3N3 18.48 1.61

CttH2.NO. 12.81 1.56 Ct3Ht1N03 14.82 1.62 Ct.H2SN3 16.69 1.31 CtSH1302 17.58 1.85

CUH2SN203 13.18 1.40 CtSH19N202 15.19 1.48 CtSHe03 16.45 1.87 Ct6HtsNO 17.95 1.72

Ct2HZN(Oz 14.60 1.39 CUH2tN3O 15.57 1.33 CtSHtoN02 16.83 1.73 CtsHnN2 18.33 1.58

CtZHtZNO. 13.70 1.67 CtsHZ3N• 15.94 1.19 CtSHtZNZO 17.20 1.59 CtsHz,O 17.79 1.69

Ct2Ht(Nz03 14.07 1.52 CUH30. 15.33 1.90 CtSHt.N3 17.58 1.46 CtSH3tN 18.17 1.56

CtZHtSN302 14.45 1.37 CuHsN03 15.71 1.75 CtSH2402 16.67 1.70 CnH02 18.46 ' 2.01
Ct2Ht8N.O 14.82 1.23 CUH1N2OZ 16.08 1.61 CtSH2SNO 17.05 1.56 CnH3NO 18.84 1.88
Ct2HZSO( 13.54 1.65 C14H,N3O 16.46 1.47 CtSH28N2 17.42 1.43 CnHsN2 19.21 1.75

Ct3HZNz03 14.96 1.64 Ct.HttN. 16.83 1.33 CtSH2N3 18.47 1.61 CnHnO 18.68 1.85

C13H4NSOZ 15.33 1.50 Ct.H1903 15.55 1.73 CtSHt202 17.56 1.85 CnHUN 19.06 1.72
CUHsN(O 15.71 1.36 CUH2tNOZ 15.92 1.59 CtSHUNO 17.93 1.71 CnH3S 18.90 1.69

CUHUO( 14.43 1.77 Ct.H2SNzO 16.30 1.45 CtSHtSN2 18.31 1.58 CtsHsO 19.57 2.01
CtSHtSN03 14.80 1.62 Ct4H2SN3 16.67 1.31 CtSHzeO 17.78 1.69 Ct8H1N 19.94 1.88
Ct3Ht8NZOz 15.18 1.48 CtsH103 16.44 1.86 Ct6HsoN 18.15 1.55 CtSH2t 19.79 1.85
CUH20N3O 15.55 1.33 CtSH9N02 16.81 1.73 CnH2NO 18.82 1.87 Ct9H9 20.68 2.03
CUHZZN( 15.93 1.19 CtSHttN20 17.19 1.59 CnH4N2 19.20 1.74

Ct(HzO. 15.32 1.89 CtsHtsN3 17.56 1.44 CnHtsO 18.67 1.84
CUH(N03 15.69 1.75 CtSH2302 16.66 1.70 CnHtsN 19.04 1.71 238

Ct(HsNzOz 16.07 1.61 CtSH2SNO 17.03 1.56 CnHsz 18.88 1.68 CttHt4N204 13.03 1.59

Ct(HaNsO 16.44 1.47 CtsH21N2 17.40 1.43 CtSH(O 19.55 2.01 CttHtsN303 13.40 1.43

Ct.HtoN. 16.81 1.33 CtsHN3 18.45 1.61 CtSHSN 19.93 1.88 CttHtSN40Z 13.78 1.28

CuHteOs 15.53 1.73 CtSHtt02 17.54 1.85 CtSHzo 19.77 1.85 Ct2H2Nz04 13.92 1.70

Ct(HzoN02 15.91 1.58 CtSHt3NO 17.92 1.71 Ct9HS 20.66 2.02 CtzH(N30s 14.29 1.55

CUH22NzO 16.28 1.44 CtSHtsN2 18.29 1.58 Ct2HSN402 14.67 1.40

CUH2.Ns 16.66 1.30 CtGH210 17.76 1.68 ClzHISN04 13.76 1.68

CtSHG03 16.42 1.86 CtGHZ9N 18.14 1.55 237 Ct2HteN203 14.14 1.53

CtSff~ 16.8(} 1.72 CnHNO 18.81 1.87 CttHt3N2O( 13.01 1.58 CtZH20N3Üz 14.51 1.38

CtsHtoN20 17.17 1.59 CnH3N2 19.18 1.74 CttHtSNS03 13.39 1.43 Ct2H22N(O 14.88 1.24

CtSHt2N3 17.55 1.45 CnHtsO 18.65 1.84 CttHnN402 13.76 1.28 C13H.N04 14.65 1.80

CtsHzzÜz 16.64 1.70 CnHnN 19.02 1.71 Ct2HN204 13.90 1.70 Ct3HGN203 15.02 1.65

CtsH2(NO 17.01 1.56 CnH3t 18.87 1.68 Ct2H3N303 19.28 1.55 C13HsN302 15.40 1.51

CtsH2SNz 17.39 1.42 CtSH30 19.54 2.00 Ct2HSN402 14.65 1.40 Ct3HtoN40 15.77 1.37

CtGHtOOZ 17.53 1.84 CtSHSN 19.91 1.88 Ct2HtSNO( 13.75 1.68 Ct3Hte04 14.49 1.78

CtGHt2NO 17.90 1.71 CteHu 19.76 1.85 Ct2HnN203 14.12 1.53 CI3H20N03 14.87 1.63

CtGHt.N2 18.28 1.58 CUH1 20.64 2.02 Ct2Ht,N302 14.49 1.38 Ct3H22N202 15.24 1.49

CtGH2GO 17.75 1.68 Ct2H2tN40 14.87 1.23 Ct3H2(N3O 15.62 1.34

C1GH2!N 18.12 1.55 236 Ct3H3N04 14.63 1.80 C13HzsN. 15.99 1.20

CnH2N2 19.17 1.74 CtOH24N204 12.11 1.48 Ct3HsN203 15.01 1.65 C14HSO( 15.38 1.90

CUHt(O 18.63 1.84 CttHt2NZ04 13.00 1.58 CtSH1N302 15.38 1.51 Ct4HSN03 15.76 1.76

CUHtGN 19.01 1.71 CttHUN303 13.37 1.43 Ct3H9N4O 15.76 1.36 C14HtONz02 16.13 1.62

CuHso 18:85 1.68 CttHtSN402 13.75 1.28 Ct3Hn04 14.48 1.77 C1(Ht2N3O 16.50 1.48

CUH20 19.52 2.00 CtZH2N303 14.26 1.55 Ct3Ht9N03 14.85 1.63 C14H14N4 16.88 1.34

C1sH.N 19.90 1.87 CtZH4N.Oz 14.64 1.40 CtSH2tN202 15.23 1.48 C14H2Z03 15.60 1.74

Ct8Hte 19.74 1.84 Ct2H14N04 13.73 1.67 Ct3H23N3O 15.60 1.34 CI4H2(NOZ 15.97 1.59

Cj9HS 20.63 2.02 C12H1GN203 14.10 1.52 CI3H2SN( 15.97 1.20 C14H2GN2O 16.35 1.45

C1ZHt8N302 14.48 1.38 Ct(HS04 15.37 1.90 C14H2SN3 16.72 1.31
235 Ct2H20N(O 14.85 1.23 CUH1N03 15.74 1.76 C1sH2N4 17.77 1.49

CloH23N20. 12.09 1.47 C13H2N04 14.62 1.79 C14H9N202 16.11 1.62 C1sH1003 16.49 1.137
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C15HI2N~ 16.86 1.73 C16H3N20 18.14 1.75 Ct6H34N 18.22 1.56 Ct7H2tO 18.75 1.86

Ct5H14N2O 17.24 1.60 Ct6H5N3 18.51 1.62 Ct7H402 18.51 2.02 Ct7H23N 19.12 1.73

C15Ht6N, 17.61 1.46 Ct6Ht502 17.61 1.86 Ct7H6NO 18.89 1.88 C1sHsO 19.63 2.02

C15H2S~ 16.70 1.71 CtsHt7NO 17.98 1.72 Ct7HaN2 19.26 1.75 CtaHttN 20.01 1.90

C15HUNO 17.08 1.57 CtsHUN2 18.36 1.59 Ct7H200 18.73 1.86 CUH25 19.85 1.87

Ct5H30N2 17.45 1.43 C16H3tO 17.83 1.70 Ct7H22N 19.10 1.72 CtsHU 20.74 2.04
CtSH2N2O 18.12 1.75 Ct6H33N 18.20 1.56 Ct7H36 18.95 1.70 C20H 21.63 2.22

Ct6H(N3 18.50 1.62 C t7H302 18.50 2.01 CuHaO 19.62 2.02

CtSHt(02 17.59 1.85 Ct7H5NO 18.87 1.88 CUHtoN 19.99 1.89

Ct6HtSNO 17.97 1.72 Ct7H¡N2 19.25 1.75 CtaH2( 19.84 1.86 242

Ct6HtSN2 18.34 1.59 Ct7HtsO 18.71 1.85 CtsHt2 20.72 2.04 CttHUN204 13.09 1.59

CtSH300 17.81 1.69 Ct7H2tN 19.09 1.72 CttH20N3o, 13.47 1.44

CtSH32N 18.18 1.56 C t7H35 18.93 1.69 241 CttH22Ne02 13.84 1.29

CUH202 18.48 2.01 CUH¡O 19.60 2.02 CtlHtTN20( 13.08 1.59 Ct2H6N20C 13.98 1.71

CuHeNO 18.86 1.88 CUH9N 19.98 1.89 C tlHt9N303 13.45 1.44 Ct2HSN303 14.36 1.56

CuHsN2 19.23 1.75 CtSH23 19.82 1.86 CllH21Ne02 13.83 1.29 C12HloNe02 14.73 1.41

CuH1SO 18.70 1.85 C 19Htt 20.71 2.03 C 12H5N204 13.97 1.71 C12H2oNOe 13.83 1.69

CUH20N 19.07 1.72 CI2H¡N3o, 14.34 1.56 C12H22N203 14.20 1.54

CUH3( 18.91 1.69 C 12H9N402 14.72 1.41 C12H24N302 14.57 1.39

CuHs° 19.59 2.01 240 C12H19N04 13.81 1.68 C12H26N40 14.95 1.24

CttH16N204 13.06 1.59 C 12H21N203 14.18 1.54 C13HaN04 14.71 1.81
C1sHaN 19.96 1.89

CttHtSN303 13.44 1.44 C t2H23N302 14.56 1.39 Ct3HION203 15.09 1.66
CUH22 19.80 1.86

CttH20Ne02 13.81 1.29 C t2H25N40 14.93 1.24 C t3Ht2N302 15.46 1.52
CUHtO 20.69 2.03

Ct2H4N204 13.95 1.70 C13H¡N04 14.70 1.81 C13HteN4O 15.84 1.38

Ct2H6N303 14.33 1.56 CI3H9N203 15.07 1.66 C 13H2204 14.56 1.79
239 C 12HsN402 14.70 1.41 CI3HtlN302 15.45 1.52 C t3H24N03 14.93 1.64

CttHt5N204 13.05 1.59 CI2HtSN04 13.79 1.68 Ct3Ht3N4O 15.82 1.37 C t3H26N202 15.31 1.49
CttHUN303 13.42 1.44 Ct2H20N203 14.17 1.53 C t3H2104 14.54 1.78 Ct3H2SN30 15.68 1.35

CttHUN402 13.80 1.29 Ct2H22N302 14.54 1.39 C t3H23N03 14.92 1.64 Ct3H30N4 16.05 1.21

C12H3N204 13.93 1.70 C t2H2(NeO 14.92 1.24 C t3H2SN202 15.29 1.49 Ct4H2N40 16.73 1.51

Ct2H5N303 14.31 1.5,5 Ct3H6N04 14.68 1.80 Ct3H2¡N3O 15.66 1.35 C1eHto04 15.45 1.91

Ct2H¡N402 14.68 1.41 C t3HaN203 15.06 1.06 C 13H29N4 16.04 1.21 Ct4Ht2N03 15.82 1.77

Ct2HuN04 13.78 1.68 Ct3HION302 15.43 1.51 CI4HNCO 16.71 1.51 CI4H14N202 16.19 1.63

Ct2HUN203 14.15 1.53 Ct3HI2NcO 15.81 1.37 Ct4H904 15.43 1.91 CI4Ht6N30 16.57 1.49

Ct2H2tN302 14.53 1.38 Ct3H200C 14.52 1.78 Ct4H11N03 15.80 1.77 ClcHISN4 16.94 1.35

Ct2H23NcO 14.90 1.24 C t3H22N03 14.90 1.63 C14HI3N202 16.18 1.63 C14H26O, 15.66 1.75

C13H5NOC 14.67 1.80 C 13H2CN202 15.27 1.49 C14H1SN3O 16.55 1.49 C14H2SN02 16.04 1.60

Ct3H¡N203 15.04 1.66 C 13H26N30 15.65 1.35 Ct4HI¡NC 16.93 1.35 CI~H30N20 16.4 1 1.46

Ct3H9N302 15.41 1.51 Ct3H2aN4 16.02 1.20 C t4H2503 15.65 1.74 CI4H32N3 16.79 1.32

CtsHttNcO 15.79 1.37 C14Ha04 15.41 1.91 Ct4H2¡N02 16.02 1.60 CIsH2N20Z 17.08 1.77

Ct3Ht904 14.51 1.78 Ct4HtON03 15.79 1.77 C14H29N2O 16.39 1.46 CtSH4N3O 17.46 1.63
Ct3H2tN03 14.88 1.63 C I4HI2N202 16.16 1.62 Ct~H31N3 16.77 1.32 CtsH6NC 17.83 1.50

Ct3H23N202 15.26 1.49 C I4H14N3O 16.54 1.48 C1sHN202 17.07 1.77 CtsH1403 16.55 1.88

C 13H25N30 15.63 1.34 Ct4Ht6N4 16.91 1.35 CIsH3N30 17.44 1.63 CtSHt6N02 16.93 1.74

Ct3H2¡N4 16.01 1.20 C HH2403 15.63 1.74 C IsHsN4 17.82 1.50 CtsHtSN20 17.30 1.61
Ct4H¡Ü( 15.40 1.91 Ct4H26N02 16.00 1.60 C1SH1303 16.53 1.88 C tSH20N3 17.67 1.47
Ct4H9N03 15.77 1.76 C I4H2SN2O 16.38 1.46 CtsHtSN02 16.91 1.74 C15H3002 16.77 1.72

CuHttN202 16.15 1.62 C t4H30N3 16.75 1.32 C1SHI¡N2O 17.28 1.60 CtSH32NO 17.14 1.58

C14Ht3N30 16.52 1.48 Ct5H2N30 17.42 1.63 CtsHtsN3 17.66 1.47 Ct5H34N2 17.52 1.45

Ct4HtsNc 16.89 1.34 Ct5H4N4 17.80 1.49 CtSH2902 16.75 1.72 C16H203 17.44 2.03
C14H23O, 15.61 1.74 CtsHt203 16.52 1.88 CtSH31NO 17.13 1.58 CtsH(N02 17.81 1.89

C14H25N02 15.99 1.60 CtSHICN02 16.89 1.74 C tSH33N2 17.50 1.44 Ct6HGN2O 18.19 1.76
Ct(H2¡N2O 16.36 1.46 CtSHI6N20 17.27 1.60 Ct6H03 17.42 2.03 Ct6HSN3 18.56 1.63

C14H29N3 16.74 1.32 C t5HtsN3 17.64 1.4 7 Ct6H3N02 17.80 1.89 Ct6H1a02 17.66 1.87

CtsHN30 17.41 1.63 Ct5H2a02 16.74 1.71 CI6HsN2O 18.17 1.76 Ct6H20NO 18.03 1.73

Ct5H3N4 17.78 1.49 CtsH30NO 17.11 1.58 C 16H¡N3 18.55 1.62 Ct6H22N2 18.41 1.60
CtSHtt03 16.50 1.88 CtSH32N2 17.48 1.44 Ct6HI¡02 17.64 1.86 C16H34O 17.87 1.70

Ct5Ht3N02 16.88 1.74 Ct6H2N02 17.78 1.89 Ct6H19NO 18.01 1.73 Ct¡HR02 18.54 2.02

CtSHt5N2O 17.25 1.60 Ct6H4N2O 18.16 1.75 C t6H21N2 18.39 1.60 Ct¡HSNO 18.92 1.89

Ct5Ht¡N3 17.63 1.46 Ct6H6N3 18.53 1.62 Ct6H330 17.86 1.70 C I1H1ON2 19.29 1.76

Ct5H2¡02 16.72 1.71 Ct6HI602 17.62 1.86 Ct6H3SN 18.23 1.57 Ct¡H22O 18.76 1.86

CtSH29NO 17.09 1.57 Ct6H1RNO 18.00 1.73 C11Hs02 18.53 2.02 C1¡H24N 19.14 1.73

CI5H3tN2 17.47 1.44 Ct6H20N2 18.37 1.59 Ct¡H¡NO 18.90 1.89 CtaH100 19.65 2.03
Ct6HN02 17.77 1.88 C16H32O 17.84 1.70 Ct¡H9N2 1928 1.76 C1RHI2N 20.02 1.90

appendix a 65



M+ 1 M+2 M+ 1 M+ 2 M+ 1 M+2 M+ 1 M+ 2

C18H2S 19.87 1.87 244 C12Hl1N303 14.41 1.57 C12H28N302 14.64 1.40

C1gHl. 20.76 2.04 Cl1H20N20. 13.13 1.60 C12H13N402 14.78 1.42 CI2H30N.O 15.01 1.25

C2oH2 21.64 2.23 Cl1H22N3~ 13.50 1.45 CI2H23NO• 13.87 1.69 C13H2N402 15.68 1.55

Cl1H2.N.02 13.88 1.30 C12H25N203 14.25 1.54 CI3HI2NO. 14.78 1.82

C12H8N20. 14.01 1.71 C12H2¡N302 14.62 1.40 C13H14N203 15.15 1.67
243

C12Hl0N303 14.39 1.56 C12H29N4O 15.00 1.25 C13H1SN302 15.53 1.53
Cl1H19N20. 13.11 1.60

CI2HI2N.02 14.76 1.42 C13HN.02 15.67 1.55 CI3HI8N.O 15.90 1.39
Cl1H21N303 13.48 1.44

CI2H22NO. 13.86 1.69 C13HI1NO• 14.76 1.81 C13H2S0. 14.62 1.79
Cl1H23N.02 13.86 1.29

Ct2H2.N203 14.23 1.54 ClsH13N203 15.14 1.67 CI3H28N03 15.00 1.65
CI2H¡N2O. 14.00 1.71

C12H2SN302 14.61 1.40 ClsHl,N3~2 15.51 .1.53 C13H30N202 15.37 1.50
C12H9N303 14.37 1.56

CI2H28N•O 14.98 1.25 CI3H17N•O 15.89 1.38 C14H2N203 16.04 1.80
CI2Hl1N.02 14.75 1.42

CI3Hl0NO• 14.75 1.81 C13H250. 14.60 1.79 C1.H.N302 16.42 1.66
CI2H21NO• 13.84 1.69

C13H12N203 15.12 1.67 C 13H2¡N03 14.98 1.65 C14HSN•O 16.79 1.53
C12H23N203 14.22 1.54

C13Hl.N302 15.49 1.52 C 13H29N202 15.35 1.50 C14HI40. 15.51 1.92
C12H25N302 14.59 1.39

C13H1aN.O 15.87 1.38 C13H31N3O 15.73 1.36 C14HlaN03 15.88 1.78
CI2H2¡N.O 14.96 1.25

C13H2.04 14.59 1.79 C14HN203 16.03 1.80 C14H18N202 16.26 1.64
C13H9N04 14.73 1.81

C13H2aN03 14.96 1.64 C14H3N302 16.40 1.66 C14H20N30 16.63 1.50
C13Hl1N203 15.10 1.66

C13H28N202 15.34 1.50 C1.HóN•O 16.77 1.52 C14H22N• 17.01 1.36
C13HI3NS~2 15.48 1.52

C13H30N30 15.71 1.36 Cl(HI3O. 15.49 1.92 C14H30~ 15.73 1.76
CI3HlóN•O 15.85 1.38

C1:iH32N• 16.09 1.21 C1.HI5N03 15.87 1.78 C15H20. 16.40 2.06
C13H230. 14.57 1.79

Cl(H2N302 16.38 1.66 C14H17N202 16.24 1.64 C15H.N03 16.77 1.92
C13H2óN~ 14.95 1.64

C14H.N.O 16.76 1.52 C14HlgN30 16.62 1.50 C15HaN202 17.15 1.78
C13H2¡N202 15.32 1.50

C14HI204 15.48 1.92 C14H21N. 16.99 1.36 C15H8N30 17.52 1.65
C13H29N3O 15.70 1.35

C14Hl.N03 15.85 1.78 C14H2903 15.71 1,.75 C15Hl0N• 17.90 1.51
C13H31N4 16.07 1.21

C14HlaN202 16.23 1.63 C14H31NO:! 16.08 1.61 C15HlsOS 16.61 1.89
C14HN302 16.37 1.66

C14H18N30 16.60 1.49 ClóHO• 16.38 2.06 C15H20N02 16.99 1.76
C1.H3N.O 16.74 1.52

C14H20N• 16.97 1.36 C15H3N03 16.76 1.92 C15H22N2O 17.36 1.62
C14Hl1O. 15.46 1.92

Cl(H2s03 15.69 1.75 C15H5N202 17.13 1.78 CI5H2(N3 17.74 1.48
C14H13N03 15.84 1.77

C14H30N02 16.07 1.61 C15H¡N30 17.50 1.64 ClaHs03 17.50 2.04
C14HI5N202 16.21 1.63

C14H32N2O 16.44 1.47 ClóHgN• 17.88 1.51 ClaH8N02 17.88 1.90
Cl(H17N30 16.58 1.49

C15H2N03 16.74 1.91 Cl,H1703 16.60 1.89 ClsHl0N20 18.25 1.77
C14HI9N( 16.96 1.35

C15H•N202 17.11 1.78 ClóHlgN02 16.97 1.75 ClaHI2Ns 18.63 1.64
C 14H2¡Ü3 15.68 1.75

CI5HaN30 17.49 1.64 ClóH21N20 17.35 1.62 C1SH2202 17.72 1.88
CI(H29N02 16.05 1.61

CI5HSN4 17.86 1..50 C15H2SN3 17.72 1.48 C1aH2(NO 18.09 1.74
C14H3IN2O 16.43 1.47

ClóHla~ 16.58 1.89 ClaH503 17.49 2.04 ClaH2sN2 18.47 1.61
C14H33N3 16.80 1.33 C1,H1SN02 16.96 1.75 C1SH¡N02 17.86 1.90 C17H1002 18.61 2.03
ClóHN03 16.72 1.91 C1,H20N2O 17.33 1.61 C1SHgN2O 18.24 1.77 C17HI2NO 18.98 1.90
Cl,H3N202 17.10 1.77 C1,H22N3 17.71 1.48 C1sHl1N3 18.61 1.64 Cl¡H1.N2 19.36 1.77
C1,H5N3O 17.47 1.64

Cl,H3202 16.80 1.72 ClaH2102 17.70 1.87 C17H2SO 18.83 1.87
C1,H¡N4 17.85 1.50

ClaH4~ 17.47 2.03 ClaH23NO 18.08 1.74 C17H28N 19.20 1.74
Cl,HI;Ü3 16.57 1.89

ClsHaN02 17.85 1.90 C1sH25N2 18.45 1.61 C18H2N2 20.25 1.94
C 1,I117N02 16.94 1.75

ClsHsN20 18.22 1.77 C17H902 18.59 2.03 C18Hl.0 19.71 2.04
C1,H19N2O 17.32 1.61

C1aHl0N3 18.59 1.63 C17Hl1NO 18.97 1.90 C18HlaN 20.09 1.91
CI5H21N3 17.69 1.47

CtaH2002 17.69 1.87 C17HI3N2 19.34 1.77 C18H30 19.93 1.88
C1,H3102 16.78 1.72 CI6H22NO 18.06 1.74 C17H250 18.81 1.87 C19H2O 20.60 2.21
CI5H33NO 17.16 1.58

ClaH24N2 18.44 1.60 C17H2¡N 19.18 1.74 CI9H•N 20.98 2.09
C IsH303 17.46 2.03 C 17Hs02 18.58 2.03 C18HN2 20.23 Ul4 C19HI8 20.82 2.06
ClsH,N02 17.83 1.90

C17H1ONO 18.95 1.90 C18H1S0 19.70 2.04 C2o~a 21.71 2.24
C1SH¡N2O lR.20 1.76 C17HI2N2 19.33 1.77 C18HI5N 20.07 1.91
C16H9N3 18.5R 1.63

C17H2(O 18.79 1.87 C 18H29 19.92 1.88
ClsH1902 17.67 1.A7

C 17H2aN 19.17 1.74 C 19H17 20.80 2.05 247

C1SH21NO lA.05 1.73 C1sHI2O 19.68 2.03 CI9HO 20.59 2.21 Cl1H23N2O. 13.17 1.60

CIsH23N2 18.42 1.60
CI8H14N 20.06 1.91 C19HSN 20.96 2.09 Cl1H25Ns~ 13.55 1.45

C17H¡02 18.56 2.02
CI8H28 19.90 1.87 C2oH5 21.69 2.24 CI1H27N.02 13.92 1.30

C17H9NO 18.94 1.A9 C1sH2N 20.95 2.08 C12HI1N20. 14.06 1.72
C17HI1N2 19.31 1.76

C1sHI6 20.79 2.05 246 C12H1SNsOs 14.44 1.57

C17H23O 18.78 1 :86 C2oH4 21.6R 2.23 C I1H22N20. 13.16 1.60 CI2HI5N.02 14.81 1.42

C17H25N 19.15 1.73 Cl1H2.N303 13.53 1.45 CI2H25NO. 13.91 1.70

C18H110 19.67 2.03 ClIH2aN.02 13.91 1.30 C12H2¡N203 14.28 1.55

CI8H'3N 20.04 1.90 245 C12Hl0N204 14.05 1.72 C12H29NS02 14.65 1.40
C18H2¡ 19.88 1.87 Cl1H21N2O. 13.14 1.60 C12H12N303 14.42 1.57 C13HN303 15.33 1.70

C,sHN 20.93 2.08 C"H23N303 13.52 1..45 C12H14N402 14.80 1.42 C1sHsN.02 15.70 1.55

C19H'5 20.77 2.05 C l1H25N402 13.89 1.30 CI2H24NO.· 13.89 1.70 CI3H1SNO. 14.79 1.82
C2oH3 21.66 2.23 C,2HSN2O( 14.03 1.71 Ct2H2aN203 14.26 1.55 C13H15N203 15.17 1.67
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M+ 1 M+ 2 M+ 1 M+2 M+1 l\.(+ 2 M+ 1 M+2

CISH17NS02 15.54 1.53 CI3H2NsOs 15.34 1.70 Ct2H2¡NO. 13.94 1.70 CI2H14N2O. 14.11 1.73

CI3HISN.O 15.92 1.39 CIsH.N(02 15.72 1.56 C13HN2O. 14.98 1.85 CI2HISN30s 14.49 1.58

C IsH27O. 14.64 1.80 Ct3H14NO( 14.81 1.82 CIsHsN303 15.36 1.70 CI2HISN(02 14.86 1.43

CtSH2SN03 15.01 1.65 CIsHISN203 15.18 1.68 CI3HSN(02 15.73 1.56 CIsH2N2O. 15.00 1.85
C14HNO( 15.68 1.95 CIsHISNs02 15.56 1.53 Ct3HISNO( 14.83 1.82 CtSH(NS03 15.37 1.71

C14HSN203 16.06 1.81 CI3H20N(O 15.93 1.39 Ct3Ht¡N203 15.20 1.68 Ct3HsN.02 15.75 1.56

Ct.HSN302 16.43 1.67 CI3H280( 14.65 1.80 Ct3HISN302 15.57 1.54 Ct3HtSNO. 14.84 1.83

C I4H¡N(O 16.81 1..53 C14H2NO( 15.70 1.95 Ct3H2IN(O 15.95 1.39 CI3H18N20S 15.22 1.68

C14HISO. 15.53 1.93 CUH(N203 16.07 1.81 C14H3NO. 15.71 1.95 Ct3H20Ns02 15.59 1.54

CI4HI7NOS 15.90 1.78 CI(HSN302 16.45 1.67 C14HSN203 16.09 1.81 Ct3H22N(O 15.97 1.40

C14HISN202 16.27 1.64 CI4HSN(O 16.82 1.53 CI4H¡N302 16.46 1.67 C14H.NO( 15.73 1.96

Ct.H21N30 16.65 1.50 C14HISO. 15.54 1.93 CUHSN(O 16.84 1.53 C14HSN2OS 16.11 1.82

CI(H2SN( 17.02 1.36 C14HI8NOS 15.92 1.79 C14H1704 15.56 1.93 Ct(HSN302 16.48 1.67

CIsH3O. 16.41 2.06 CI(H20N202 16.29 1.64 CI4HISNOs 15.93 1.79 CuHloN.O 16.85 1.54

CtSHSNOs 16.79 1.92 CI4 H22N3O 16.66 1.51 C14H2tN202 16.31 1.65 CuHlsO. 15.57 1.93

CISH¡N202 17.16 1.78 CI(H2;N. 17.04 1.37 CI.H2SNsO 16.68 1.51 Ct.H20N03 15.95 1.79

CIsHsN30 17.54 1.65 CIsH.O( 16.43 2.06 CUH2SN( 17.05 1.37 Ct.H22N202 16.32 1.65

CISHUN( 17.91 1.51 CIsHsNOs 16.80 1.92 CtSHS04 16.45 2.07 CUH2(NSO 16.70 1.51

CtsH190s 16.63 1.90 CIsHsN202 17.18 1.79 CtSH¡NOS 16.82 1.93 Ct.H2SN. 17.07 1.37

CIsH21N02 17.01 1.76 CtSHtONSO 17.55 1.65 CtSHSN202 17.19 1.79 CtSHsO. 16.46 2.07

CIsH23N20 17.38 1.62 CISHI2N. 17.93 1.52 CISHttNSO 17.57 1.65 CtSH8NOs 16.84 1.93

CISH2SNs 17.75 1.49 CIsH2003 16.65 1.90 CISHISN( 17.94 1.52 CtSHION202 17.21 1.79

CISH¡OS 17.52 2.04 CtSH22N02 17.02 1.76 CtSH210S 16.66 1.90 CtSHt2N30 17.58 1.66

CIsHsN02 17.89 1.91 CIsH24N20 17.40 1.62 CIsH2SN02 17.04 1.76 CISHI4N. 17.96 1.52

CIsHuN20 18.27 1.77 CtSH2SNs 17.77 1.49 CtSH2SN20 17.41 1.63 CIsH220S 16.68 1.90

CIsHI3N3 18.64 1.64 CtsHsOs 17.54 2.05 CtSH2¡NS 17.79 1.49 CtSH2.N02 17.05 1.77

CISH2S02 17.74 1.88 CISHION02 17.91 1.91 CISHN( 18.83 1.68 CtSH2SN20 17.43 1.63

CISH2SNO 18.11 1.75 CtSHI2N20 18.28 1.78 CtSHSOS 17.55 2.05 CtsH28N3 17.80 1.49
CtSH2¡N2 18.49 1.61 CIsHuNs 18.66 1.65 CISHttN02 17.93 1.91 CtSH2N. 18.85 1.68
Ct¡HN3 19.53 1.81 CtSH2.02 17.75 1.88 CIsHISN20 18.30 1.78 CtsHtoOS 17.57 2.05

CI¡HU02 18.62 2.04 CISH2SNO 18.13 1.75 CIsHIsNs 18.67 1.65 CtSHI2N02 17.94 1.92

C17HISNO 19.00 1.91 CIsH2SN2 18.50 1.62 CtSH2S02 17.77 1.89 CISH14N2O 18.32 1.78

C17HISN2 19.37 1.78 C17H2Ns 19.55 1.81 CISH2¡NO 18.14 1.75 CtSHIsNs 18.69 1.65

C17H2¡O 18.84 1.88 C17HI202 18.64 2.04 CIsH2SN2 18.52 1.62 CtSH2S02 17.78 1.89

Ct¡H2SN 19.22 1.75 Ct¡HI4NO 19.02 Ul1 CI¡HN2O 19.19 1.94 CtSH2SNO 18.16 1.75

CIsHNO 19.89 2.07 Ct¡HISN2 19.39 1.78 C17HSNs 19.56 1.81 CtSHsoN2 18.53 1.62

CtSHSN2 20.26 1.95 C17H2SO 18.86 1.88 C17HIS02 18.66 2.04 Ct¡H2N2O 19.20 1.94

CIsHIsO 19.73 2.04 C17H30N 19.23 1.75 C17HISNO 19.03 1.91 Ct7H.Ns 19.58 1.82

Ct8HI7N 20.10 1.92 CI8H2NO 19.90 2.08 C17Ht¡N2 19.41 1.78 C17HU02 18.67 2.05
C18HsI 19.95 1.88 CIsH.N2 20.28 1.95 C17H29O 18.87 1.88 C17HtSNO 19.05 1.91
C19HsO 20.62 2.22 CIsHIsO 19.75 2.04 C17HSIN 19.25 1.75 C17HISN2 19.42 1.79
CI9HsN 20.99 2.09 CI8HISN 20.12 1.92 Ct8H02 19.55 2.21 Ct¡HSOO 18.89 1.89
Ct9HIS 20.84 2.06 C18Hs2 19.96 1.89 C18HsNO 19.92 2.08 C1¡H32N 19.26 1.76

C2oH¡ 21.72 2.24 CIsH.O 20.64 2.22 C1sHsN2 20.29 1.95 CtSH202 19.56 2.21
C1sHsN 21.01 2.10 CIsH170 19.76 2.05 C18H.NO 19.94 2.08

248 C IsH20 20.85 2.06 CIsHIsN 20.14 1.92 CIsHsN2 20.31 l.96

CII H2.N2O. 13.19 1.61 C20Hs 21.74 2.25 CIsHss 19.98 1.89 CIsHlsO 19.78 2.05

c.,H2SNsOs 13.56 1.45 C1sHsO 20.65 2.22 CI8H20N 20.15 1.92

CIIH2SN.02 13.94 1.31 249 CISH¡N 21.03 2.10 CI8HS. 20.00 1.89

Ct2H12N20( 14.08 1.72 CttH2SN2O. 13.21 1.61 CtSH21 20.87 2.07 CI9HsO 20.67 2.23

CI2HI(N3OS 14.45 1.57 CttH2¡N303 13.58 1.46 C20HS 21.76 2.25 CIsHsN 21.04 2.10

CI2HISN.02 14.83 1.43 CI2HISN20( 14.10 1.72 CIsH22 20.88 2.07

CI2H2SNO. 13.92 1.70 CI2HISN303 14.47 1.58 250 C2oHIO 2l.77 2.25

Ct2H2SN203 14.30 1.55 CI2H17N(02 14.84 1.43 CttH2SN2O( 13.22 1.61
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