
 

 

 

 

 

 

 

砑金紘穃垍閺橐蝒蠢飽荈隮-弯綔紽괎车笐ꠑ顏隮Q-TOF椿甶閮碜蕇鄊拵栄糁少ꙶ紸顏

鲽车桷烡坟綬ㄊ鵠鲋僒篒냖坟鱂顏隮厥煓藜濷固魊坟查ꄈ淋閺 formula predictor 것螋坟查

滾篾媋碭抿嫗秃嘳隮彥盛螋変媋鄊拣舚娾荈惝弼孎婬耇顇僡깴孎渤楕院厥煓閺冐坟查滾

顇鲽僒葧ﾏ鴲ㄊ篾媋拵栄糁少ꙶ[M+H]+櫸僣紸顏[M+H]+櫸顇洀滦删娴冎篒魼郃厥煓盛螋

婬耇顇紸顏篾継ㄊ楕院篾継楄噣 ACD/Labs 鯻刹璡濷魼郃僣冎篒顏隮奌鿥糅篳ﾏ鴲濷垕

婬耇顇紸顏篾継ㄊ 

嚀꜄陊蠢飽荈隮-弯綔紽괎车笐ꠑ顏隮 Q-TOF 拵栄糁少ꙶ Ceftezole Sodium 

蕇鄊顇顏ꄈ髓黮鲋鸤儑浪浪꧎金椿紕

骈紸顏鲽车桷烡坟綬浪閺顇ꈶ桷窠蛚儢냖

坟鱂顏隮僒篒孎冎篒厥煓ㄊ纰癵 ICHQ3A 金

藾澃姨穡蕇糅拣竻垰ꄈ拣冐 2 g/拧紸顏

顇ꈶ桷ꠥ吾儢 0.05%澃姨穡蕇糅拣竻垰ꄈ

楥冐ｩ冐 2 g/拧坷院紸顏顇ꈶ桷ꠥ吾儢

0.1%ㄊ拵栄糁少ꙶCeftezole Sodium

変栏媑儢 R(娹滾)--藘创--[(H--弯藣少

惝光ꀬ惝)翿惝]--[[-(,,-庂冎少惝)魄]闊

惝]--魄紸--藣紸冎錔[,,]鰨--踊--紲

ꁂ ꙶ 颾 , 変 栏 滾 CHNNaOS  MW 

.筬闉竻紘諱蜜蕇実噴婸媋瑒孎滢

娾顇奮媋瑒拵栄蘆碜甶閮碜冐 1978 淆 4

糗删 Ceolslin 顇屩実媑僞洛ꛖ尷ㄊ闉冐院蕇

鄊僞洛鰏箩ㄉ髓黮鰏楪劥闉冐嚄简蜷顇儚

淳勈閺閮冼姁械鵄淆懱塑ㄊ紘穃删拵栄糁

少ꙶ儢纬実凹篸橐蝒 Q-TOF LCMS-9030

循蕇鄊紸顏ꈶ桷儑渃閺娴飽嚀蝿鸤ㄊ 

絎穡僣窠蛚 

1.1 陒垰僣別 

陒垰MS 篒光肖ㄉ闊ꁂ藭儢飃篚藭紭垞抛璡濷ㄊ 

纬実蛽楑閺拵栄糁少ꙶ 

別炄鵮蠢飽荈隮別 Nexera 硍簊ㄉ弯綔紽괎车笐ꠑ顏隮別 LCMS-ㄊNexera 硍簊壪

疩 LC-AD×鰟蠢蜓DGU-A循篪聰薻紭SIL-ACXR舅塜鲽纬CTO-AC

總裹🆘SPD-MA冎綔🅽ꡘ坴羋螋CBM-A硍簊盘垞ㄊ稗癵ꃾ꥘孎坟綬闉

LabSolutions Ver.泳勈鿡桚瑒ㄊ顏隮魼郃篾継坟綬闉 ACD/Labs Ver 桚瑒ㄊ 

1.2 纬実厥煓 

鷼婅  mg 纬実閺  mL 飃篚藭觢鉯瘑矶濷垕螓渤儢  mg/mL 纬実觢蠢0.22 μm 纺

弯藋光踊訽腑鲋訽媓鲽纬坟綬ㄊ 

蠢飽荈隮-弯綔紽괎车笐ꠑ顏隮纭閺 

桷烡羋螋拵栄糁少ꙶ娴嚄紸顏 
LCMS-QTOF- 

SSL-CA14-844 



  

1.3 坟綬絤刹 

蠢 飽 絤 刹  

蝿塜飽A 飽-.%闊ꁂ藭觢蠢B 飽-.%闊ꁂ光肖          蝿鵮. mL/min 

荈隮總Shim-pack XR-ODS Ⓨ . mm I.D. × mm L., . μm 

總裹Ⓗ                        羋螋蛲Ꝛ nm 

鲽纬劺鷺 μL                    蜿聰窠滾ｩ渤蜿聰A/B=/(V/V) 

顏 隮 絤 刹   

鶤查覜ESI(+)          盔婜闎始. kV              ꧋変薻. L/min     

塑踈薻蝿ꄈ. L/min  淄适薻蝿ꄈ. L/min         盔婜裹渤Ⓗ   

DL 🅽裹渤Ⓗ       塑踈忭裹渤Ⓗ            纇固窠蛚抿繞蛚纇固顏ꄈ稗 

僒篒顏隮顏ꄈ葶彗m/z -    冎篒顏隮顏ꄈ葶彗m/z -   CE : 35±17 V

篾綾僣阥阷 

   拵栄糁少顇 LC-UV 彥儑彥 櫸ꪫ鷺循 .%-.%顇紸顏噽  儍紸顏 -,鲹 

儍変媋鄊儑紸顏 ,, 孎  糘鰏捹顇 ESI+宭渃婬藜濷僒篒孎冎篒顏隮彥ㄊ紸顏  循

ESI+孎 ESI-宭渃忓鰏潄꧎金嚄刉瓁蔈ꈶ桷ㄊ紸顏  媿ꄈ鰏劲婬鵠鲋懱塑鲽纬ꄈ淋鴲

疦凭紸顏  鲽噣顏隮顇窠滾藜濷桚稝顇僒篒孎冎篒顏隮厥煓ㄊ凾[M+H]+櫸稗吾孎 formula 

predictor 盛螋濷坟查滾婬删餜垕紸顏  孎 紸顏  孎  儢儅椿媏坟滦継劺ㄊ紸顏 -

僒篒顏隮厥煓掅辑  璡鲨紸顏  紕ꈶ桷ㄊ儣瑒坟拵栄糁少碭抿嫗秃嘳隮彥孎週鉯鈺濦

掅彥  璡鲨ㄊ 
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彥  拵栄糁少ꙶ LC-UV 彥泴孎 LC-MS 彥婱 

.  儣瑒坟篾継厥煓 

纰癵拵栄糁少顇僒篒顏隮彥藜濷[M+H]+櫸厥煓儢 .formula predictor 것螋

濷垕坟查滾 CHNOSㄊ纰癵拵栄糁少顇冎篒顏隮魼郃厥煓篾媋 ACD/Labs 鯻刹盛

濷嚄顏隮週鉯鈺濦掅彥  璡鲨ㄊ

 

LCMS-QTOF- 
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彥  拵栄糁少隮彥厥煓僞孎婬耇顇週鉯鈺濦僟 

辑  纬実儑紸顏顇坟查滾것螋篾綾 

媑鷼 Formula (M) Ion Meas. m/z Pred. m/z Diff (ppm) Iso Score 

紸顏  CHNOS M+ . . -. . 

紸顏  CHNOS [M+H]+ . . -. . 

紸顏  CHNOS [M+H]+ . . . . 

紸顏  CHNOS [M+H]+ . . -. . 

紸顏  CHNOS [M+H]+ . . -. . 

. 紸顏  孎  顇篾継ꈶ桷 

紸顏  孎紸顏  顇[M+H]+櫸忓儢 .formula predictor 것螋濷垕飽媏坟查滾

CHNOSㄊ紸顏  孎紸顏  坟查鶤查櫸僣拵栄糁少[M+H]+櫸坟垏飽洀 . 孎

.閺 formula predictor 盛螋濷垕飽洀篾継顇坟查滾儢 CHNS盛螋儢拵栄糁少

儃拲媿魄藣紸錔孎 H 璡濷ㄊ 

紸錔儃拲淋懱塑娷꜄瑘澡瑒錔顇篾継糘  鷂掅彥  璡鲨ㄊβ-嚙ꀬ翿錔顇漞塌鰏拣媿

鲹鷂篾継顇変媋鄊鹮桷烡鰏洀秘皲ꢝ篾継 -- 孎 -ㄊ楕埪勄  鷂篾継儑坟儢ꀬ翿変

LCMS-QTOF- 



  

媋鄊孎栆翿儅鷂眷怸ㄊ紸顏  碭抿嫗秃嘳隮彥儑糘僒儍嫗秃櫸僣儣瑒坟眷劚 nm縡

紸顏  碭抿嫗秃嘳隮彥飽椿儣瑒坟柳循笹简顇篍鸊錕霅陱笹紸顏  婬耇糘窌顇噽鯹劺硍

閮瑒ㄊ闉冐紸顏  僣拵栄糁少糅拣嫗秃蛲Ꝛ飽劚 nm皲ꢝ糘窌噽鯹劺硍閮瑒顇篾継

-ㄊ簧媋删僞厥煓紸顏  婬耇顇篾継儢 --- 孎 -ㄊ紸顏  顇厛阄笹简潄冐紸

顏 ㄊ栆ꛋ颾僣 C 蒮阄鬖紦惝顇鶤查冶癡勈閺剮懱潔嚄循 C 僞鶤查冶癡厛阄媏笐栆

ꛋ惝弼顇澡瑒剮懱拣変媋鄊紘骱顇綔烡圍楪嚄循 C 僞顇陛藭厛阄ㄊ儅鷂勈閺塌簧媋篾

綾鵠浪儢栆ꛋ颾厛阄潄冐婂翿颾掅楥若鮰孎冎藏楥若鮰循 C 僞顇厛阄勈儢栆ꛋ颾顇

楥若鮰厛阄潄冐勈儢婂翿颾顇冎藏楥若鮰Data was not shownㄊ弸葤篾継  婬耇顇篾

継儢 - 垕 -ㄊ楕 - 垕 - 篾継楄噣 ACD/Labs璡濷 MS 魼郃Ｅ媋鸤渤糅냖顇儢篾継 -

ㄊ紸顏  顏隮厥煓孎篾継盛楄掅彥  璡鲨ㄊ闉冐紸顏  儢栆ꛋ眷変媋鄊嚄 M+櫸僣坟查ꄈ

飽媏弸葤紸顏  坟查滾儢 CHNOSㄊ 

皲ꢝ栆ꛋ颾紸顏  婬耇顇篾継儢 - 孎 -纰癵嫗秃蛲Ꝛ碭鸊篍鸊鈺坷篾継 -

璡澡瑒顇噽鯹劺硍碭抿嫗秃蛲Ꝛ糅Ꝛꁂㄉꀬ翿 β 劰噽鯹+ nm滑Ꝛ僒儍娷꜄噽鯹+ nm

婬桿錕  nm 抖坌錕糅拣嫗秃ㄊ楕篾継 - 楄噣 ACD/Labs璡濷 MS 魼郃Ｅ媋桿ꡮ螋濷

厥煓ㄊ紸顏  顏隮厥煓孎篾継盛楄掅彥  璡鲨ㄊ 
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彥  紸顏  孎紸顏  坟查滾것螋僞碭抿嫗秃嘳隮彥僟 

LCMS-QTOF- 
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彥  紸顏  孎  婬耇顇篾継 
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彥  紸顏  顏隮彥僞孎婬耇顇週鉯鈺濦僟 

LCMS-QTOF- 
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. 紸顏  孎紸顏  顇ꈶ桷 

紸顏  孎紸顏  顇[M+H]+櫸忓儢 .formula predictor 것螋濷垕飽媏坟查滾

CHNOSㄊ紸顏  孎紸顏  顇[M+H]+櫸僣拵栄糁少[M+H]+櫸坟垏飽洀 . 孎 .

妨僣拵栄糁少飽洀僒儍藘姨查盛螋儢拵栄糁少縈藏姨查逈紦惝婅创璡濷ㄊ 

拵栄糁少縈藏姨查逈紦惝婅创顇篾継糘  鷂掅彥  璡鲨ㄊ鲹  鷂篾継儑坟儢娷꜄瑘

ꀬ翿꜄ α 劰婅创篾継 3-7孎ꪝ α 劰婅创1-2ㄊ娷꜄瑘ꀬ翿꜄ α 劰紦惝婅创剮忓剮匁濷

糅拣嫗秃蛲Ꝛ篍鸊篑  nmㄊ紸顏  孎  僣拵栄糁少飽蕍碭鸊  nm盛螋紸顏  孎  婬耇

顇篾継儢彥  儑篾継 - 孎 -ㄊ楕篾継 - 孎 - 楄噣 ACD/Labs璡濷 MS 魼郃飽媏僯僣

紸顏  孎  璡濷冎篒顏隮厥煓嫛媋ㄊACD/Lab 것螋変媋鄊 logP 吾篾継 - 孎 - 顇 logP

坟垏儢-.±. 孎 .±.纰癵 C 陛藭厛阄鈺濦紸顏  婬耇儢篾継 -彥 

紸顏  婬耇儢篾継 -彥 ㄊ 
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. 紸顏  顇ꈶ桷 

紸顏  顇[M+H]+櫸儢 .formula predictor 것螋濷垕坟查滾 CHNOSㄊ紸

顏  顇[M+H]+櫸僣拵栄糁少顇[M+H]+櫸飽洀 .妨僣拵栄糁少飽洀 CHO盛螋儢拵

栄糁少紲惝逈 H 婅创媏笐儃拲 Hㄊ紸顏  僣拵栄糁少碭抿嫗秃嘳隮彥飽蕍糅拣嫗秃碭鸊

 nm弸葤窌閮瑒顇娷꜄僣姨糘娷꜄淋ꪝ噽鯹篾継婬耇篾継掅彥  璡鲨ㄊ楕彥  篾継

楄噣 ACD/Labs璡濷 MS 魼郃僣紸顏  璡濷冎篒顏隮厥煓嫛媋ㄊ 
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彥  紸顏  顏隮彥泴僞ㄉ嘳隮彥婱僞孎婬耇顇週鉯鈺濦僟 

篾阷 
篺鲋 Q-TOF 坟綬椿拵栄糁少ꙶ鲽车僒篒顏隮厥煓孎冎篒顏隮ꃾ꥘淋篾媋碭抿嫗秃

嘳隮彥ㄉformula predictor 鯻刹盛螋紸顏坟查滾孎篾継厥煓璡濷篾継僣 ACD/Labs 鯻刹것

螋飽冗뀰阾噽ꈶ桷坌  儍紸顏ㄊ椿劲螓渤紸顏掅紸顏 婬ꃾ閺懱塑鲽纬ꄈ淋閺 Q-TOF

舅浏顇渖蠢ꠝ鴲疦烡坢噣飭繞紸顏顇窠蛚桿錕ꈶ桷ㄊ闉冐 Q-TOF LCMS- 顇냖财秧渤

紘渃閺桿錕円櫸ꪫ鷺顀坟媿ꄈ凾 .%垕 .%紸顏顇篾継ꈶ桷ㄊ 
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