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SUMMARY

Some amides of substituted benzoic acid were synthesized. Their mass spectra have been
investigated to find out the structure of fragments corresponding to the mass of peaks and their

fragment process.

1- MO DPAU

Ciing v6i phd cong hudng tir hat nhan, phé
kh6i hién nay dang Ii mét cong cu hitu hiéu dé
chiing minh céng thic ciu tao cia cdc chdt trong
linh vuc téng hgp hitu co [1). Trude day, ching
t6i di cong bé viéc téng hop va xdc dinh ciu tric
clia mot s6 din xudt amit ciia axit benzoic the.

- Téng hogp amit vong thom:

CL
COOH

+ SOCh
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X

Trong bai bio, ching t6i muén tim hiéu ki hon vé
phé khéi clia chiing.

11 - THUC NGHIEM

Céc phan tng téng hop duoc tién hanh theo
$0 do sau:

—Cl

X:-H,R: -CH, X: -H, R: -CH,NO,; X:-OH, R: -C,H,
X: -p-OCOCH,OH, R: -p-CHNO,; X: -OH, R: -0-C;H,COOH

- Téng hgp amit di vong:

COOH
/\

NP
NH, NILCOCI;

Chiing t6i téng hop duge 6 din xudt amit
clia axit benzoic thé. Cidc chit duge tinh ché
bang phuong phap két tinh lai, sau d6 duge xdc
dinh dé tinh khiét bang phuong phdp do nhiét do

s -NO2
| |
coct e
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R, C\N/\/
NHCOCH,  Tolen S 2 Coyy

néng chdy, phuong phdp sic ki ban mong (dung
moéi iso-propanol:nuéc:ammeniac = 12:1:1).
Cic phuong phép phé: IR, 'H-NMR, "C-NMR,
MS, phé mé phéng 'H-NMR, “C-NMR di
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khing dinh céc chit dng hop c6 ciu tric ding
nhu du doan [2].
Phé MS cua cédc chat nghién ciu duoe do

Vién Héa hoc, Vién Khoa hoc va Coéng nghé
Viét Nam.

Cdc san pham dugc ki hiéu tir M1 dén M6

trén mdy 5989 B Hewlett-Packard mass v6i  cong  thice ciu  tao  nhuo  sau:
spectrometer tai phong Nghién ciu cfu tnic
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11 - KET QUA VA THAO LUAN

S6 khdi va cudng d6 cla cdc manh ion dugc trinh bay trong bang 1.

Buang 1: S0 khéi va cudng dé cic manh ion

Chat téng

hop m/z /%]

M1 198 (M*+1)/4,04; 197 (M")/25,68; 106/8,04; 105/100; 93/1,18; 92/1,05: 91/0,59;
83/2.41;78/3,75; 77/52,78; 66/1,03; 65/5,75; 52/1,67; 51/15,51; 50/4,46

M2 243 (M*+1)/1,17; 242 (M")/6,44; 106/7,86; 105/100; 78/3,21; 77/45,45; 76/2,58;
66/2.24: 65/1,06; 52/1,71; 51/11,51; 50/3,90

M3 214 (M*+1)/1,74; 213 (M"/11,77; 196/6,85; 121/26,65; 93/100; 92/4,20; 77/7,04;
66/5,16; 65/16,90; 51/3.97
258 (M'+1)/4,68; 257 (M)/27,69; 239/7.95; 197/3.8; 185/4,73; 171/4,49; 167/54;

M4 137/100; 120/46.76: 119/81.64: 105/18.46; 93/32.95: 92/22 55; T7/12.09; 65/47.04;
57/87.51:51/7.64

M5 378(MNH/0,45: 360/2.64; 258/13,23: 240/13,99; 212/1,11; 196/1,13; 183/0,59; 154/0,72:
138/4,36; 121/100; 108/3,56; 92/28,28; 76/1,59; 65/21,05; 53/2.35
282(M*+1)/18,63; 28 1(M")/100; 280/62.5; 266/37.22: 251/3,4; 235/4,32; 234/10,02;

M6 | 220/31,38; 208/3,40; 192/4,38; 163/12,23; 143/47,12; 117/42,46; 102/8,64; 90/15,79;
76/15.27; 50/26,28

Két qua ghi pho khéi (MS) cho thdy cédc plC clia jon phén t&r ¢4 s§ khoi tuong tng véi khéi

lugng phan tif clia cdc san pham amit ching t6i téng hop duge.

Dua trén s6 khdi cia cdc manh ion nhu trén, chiing toi dé nghi ¢o ché€ phan manh cho timg

hop chat nhu sau:
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So dé I: Su phan manh clia M1
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S dé 2: Su phan manh cua M2
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So dé 3: Sy phan manh clia M3
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So dé 4. Su phan manh cGa M4
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So dé 6: Su phan manh cha M6
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Nhén xét.

- Céc chit tong hop duge déu cé pic ion
phan tir (M*). Bén canh dé con <6 pic dong vi
tng véi C. Tuy nhién, ti 1é cudng do cha pic
dong vi va pic ion phan tir khéng hoan todn phi
hop véi 1i thuyét.

- Céc chélt téng hop duge déu cé nguyén tir
nito trong phan tir. Cic pic ion phan tir (M") ¢6
gia tri 1é kht s6 nguyén tir nito &, ¢é gia tri chin
khi s6 nguyén tt nito chin la phit hop véi “quy
luét nito™ trong phé khai [1].

- Céc chit M1 vd M2 dugc téng hop tir axit
benzoic thi pic ¢é cudng do cuc dai déu co s khai
14 103 (benzoyl). Diéu nay chiing to ion niy rat bén.

- Chit M5 duge téng hop tir axit salixylic vi p-
nitro anilin thi pic ¢é cuong do cuc dai tng véi s6
khéi clia salixyloyl (121) vA qué trinh phian manh
ctia M5 ¢0 tao ra ion tuong tng vdi chat dau la p-
nitro anilin.

- Qud trinh phan manh cia M3 va M4 ¢6 tao
thanh cdc pic tuong tng véi chit ban diu 13 anilin
va axit antranilic. Cic pic nay déu c6 cudng do cuc
dai.

- D61 véi chét M6, do bo khung quinazolinon
rdt bén nén pic c6 cudng do cuc dai chinh 14 pic ion
phén tir.
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IV - KET LUAN

P ghi pho khéi luong va dé nghi co ché phan
manh cia mot s6 dan xuét amit cla axit benzoic vi
axit benzoic thé. Tit ca cdc pho kh6i luong déu ¢6
mit pic ion phan tir. Pho khéi luong cta M1, M2,
M3, M4, M6 con ¢6 thém pic clia ion M'+1. Pac
biét déi véi M6, pic ion phan t& chinh 1a pic ¢é
cuong dé cao nhit chitng to hop chit nay rit bén.
Su phan manh dau tién cta diy hop chét nay la su
beé giy lien két amit tao ra pic ion phan tir ctia chit
d4u nhu d6i véi M3 va M4 hoic tao ra pic ¢6 s¢
khéi tuong tng v6i nhém cacboxyl cla axit ban
ddu nhu d6i véi M1, M2, M5,

Céng trinh duoc hoan thanh véi sie hé tro ctia
chitong trinh nghién ¢t co bdn trong Iinh viee
khoa hoc te nhién.
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