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IN THIS PROGRAM THE VARIARLE "H(M)" REPRESENTS THE HEIGHT OF THE
POLYISOTOPIC PEAK AT MASS M. THE VARIABLE "HDI(M)" IS THE HEIGHT
OF THE DEISOTOPED PEAK AT MASS M.

THIS IS A POSSIBLE MAIN PROGRAM THAT READS INPUT DATA AND CALLS FIRST

THE DEISOTOPING ROUTINE "SUBROUTINE DEISO" AND THEN THE
CALCULATING AND REPORTONG ROUTINE "SUBROUTINE AROMTC".

10

20
30
40

COMMON TITLE(20),H(758) , HDI(758)
DIMENSION MASS(8), HITE(8)

READ(5,10,END=99) (TITLE(D, I=1,20)

FORMAT(20A4)

TITLE CARD FOR SAMPLE NAME, ETC. PRECEDRES SPECTRAL DATA CARDS.
FORMAT FOR TITLE IS 20A4 (20 4—CHARACTER WORDS IN 80 COLUMNS).
FORMAT FOR SPECTRAL DATA IS MASS (16) FOLLOWED BY HEIGHT (F4. 0)
WITH B PEAKS PER 80 —COLUMN CARD.

DO 20 1=12,758

H(D=0,0

HDI(D =0,0

READ(5,40) (MASS(D ,HITE(D, I=1,8)
FORMAT(8(16,F4.0)

DO 50 I=1,38

IF (MASS(D. EQ. 999999) GO TO 60

ENTER "999999" IN A MASS POSITION ON A CARD TO DENOTE SPECTRUM END.

50

60

IF (MASS(D. EQ.0) GO TO 50
M=MSAAD

H(M) =HITE(D

CONTINUE

GO TO 30

CALL DEISO

CALL AROMTC

GO TO1

"GO TO 1" ALLOWS SUCCESSIVE SAMPLES TO BE COMPUTED BEFORE RELEASING

COMPUTER
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C
99 STOP
END
SURROUTINE DEISO
C

C THIS SUBROUTINE COMPUTES MONOISOTOPIC PEAKS ASSUMING ALL IONS HAVE
C Z NUMBERS FROM +2 TO —11 IN THE FORMULA C(N)H(2N+2)
C DO 10 I=12,758
COMMON TITLE(20), H(758) , HDI(758)
DIMENSION NCARB(758) ,NHYD(758) NCARB(I) =0
10 NHYD(D =0
DO 20 K=12,758
NCARB(K) = (K+11)/14
NHYD(K)=K—12 * NCARB(K)
IFC(NHYD(K). LT. 0) NHYD(K)=0
20 CONTINUE
DO 30 K=14,758
HDI(K) =H(K) —HDI(K—1) * (. 010811 * FLOAT(NCARB(K—1))+. 00015 *
1 FLOAT(NHYD(K—1)))
HDI(K) = HDI(K) +HDI(K—2) * (. 00005844 ¥ FLOAT(NCARB(K—2) *
1 (1=NCARB(K—2)))+.1125E—7 * FLOAT(NHYD(K—2) * (1 -=NHYD(K—2)))
1 —.162165E—5 * FLOAT(NCARB(K—2) * NHYD(K—2)))
IF(HDI(K). LT. 0. 0) HDI(K)=0.0
30 CONTINUE
RETURN
END
SUBROUTINE AROMTC

C THIS ROUTINE GIVES THE ANALYSIS OF AROMATICS FRACTIONS FROM PETROLEUM

C USING THE PROCEDURE DESCRIBED IN ANAL CHEM 41, 1548—54(1969)
C
COMMON TITLE(20) , H(758), HDI(758)
DIMENSION AIN(7,7),BA(7),BB(7),SR(758)
1 DATA AIN /+1.8094,—.1952,+4+.0124,—.0027,—.0015,—.0011,—. 0028,
2 —.1601,+2.0479,—.2806,—.0401,+.0082,+.0012,4. 0000,
3 —.0943,—.2287,+2.3024,—.4936,—.0601,—.0155,—. 0089,
4 —.0292,+.0033,—.0580,+1.9404,—.1337,—.0117,—. 0043,
5 —.0022,—.0003,—.0026,—.0195,+1.9773,—.1823,+.0123,
6 —.0420,+.0026,—.0018, —.0151,—.0584,+2. 0616, —. 4193,
7 —.2346,—.1069,—.0267,—.0019,—.0057,—.0904,+1. 9904/
C
C INITIALIZE SQUARE ROOT ARRAY
C

DO 2132 1=12,750
2132 SR(D=0.0

(93]
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C
C ASSEMBLE APPROPRIATE PEAKS IN MASS SPECTRUM OF AROMATIC FRACTION
C FOR PROCESSING IN A 7x7 MATRIX. QUANTITIES A6,A7,A8,ETC. REFER
C INITIALLY TO SUMA OF PEAKS AT Z NUMBERS 6,7,8,ETC. A6, A8,ETC. ARE
C LATER REDEFINED TO INCLUDE THE ODD Z—NUMBER SUM CORRESPONDING TO
C THE PARENT—1 SERIES (A6=A6+A7,A8=A8+A9,ETC)
C

A6=0.0

DO 2106 M=178,750,14

2106 A6=A6+H(M)

2107 A7=0.0

DO 2107 M=91,750,14
2107  A7=A7+ HDI(M)

A6=A6+A7

IF(A6.LT.1.0) A6=1.0

A8=0.0

DO 2108 M=104,750,14
2108 A8= A8+ H(M)

A9=0.0

DO 2109 M=117,750,14
2109 A9=A9+HDI(M)

A8=A8+A9

IF(AS8.LT.1.0) A8=1.0

A10=0.0

DO 2110 M=130,750,14
2110 A10=A10+H(M)

A11=0.0

DO 2111 M=129,750,14
2111 All1=A11+HDI(M)

A10=A10+A11

IF(A10. LT.1.0) A10=1.0

Al12=0.0

DO 2112 M=128,750,14
2112 Al2=Al12+H(M)

A13=0.0

DO 2113 M=141,750,14
2113 A13=A13+HDI(M)

Al2=A12+A13

IF(A12.LT.1.0) Al2=1.0

Al14=0.0

DO 2114 M=154,750,14
2114 Al4=Al4+HM)

A15=0.0

DO 2115 M=167,750,14
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2115 Al5=A15-+HDI(M)
Ald=Al4+ Al5
IF(A14.LT.1.0) Al4=1.0
A16=0.0
DO 2116 M=166,750,14
2116 Al6=A16+H(M)
Al7=0.0
DO 2117 M=179,750,14
2117 Al17=A17+ HDI(M)
Al6=A16+A17
IF(A16. LT.1.0) Al16=1.0
A18=0.0
DO 2118 M=178,750,14
2118  Al18=A18+H(M)
A19=0.0
DO 2119 M=191,750,14
2119 A19=A19+ HDI(M)
Al18=A18-+A19
C
C CORRECT THE PEAK SUM FOR THE PRESENCE OF IRRELEVANT IONS AT
C MASSES 175,176,189,190,200,213
C
CDI175=HDI(161) — (HDI(161) — HDI(203))/3. 0
IFCHDI(175). GE. CDI175) GO TO 1046
CDI175=HDI(175)
C
C ABOVE STATEMENTS CORRECT HDI(175)
C NEXT STATEMENTS CORRECT H(176)
C

1046 CH176=H(162)— (H(162) —H(204))/3.0
IF(H(176). GE. CH176) GO TO 1048
CH176=H(176)

C NEXT STATEMENTS CORRECT HDI(189)

1048 CDI189=CDI175— (CDI175— HDI(203))/2. 0
IF(HDI(189). GE. CDI189) GO TO 1049
CDI189=HDI(189)

C NEXT STATEMENTS CORRECT H(190)

C

1049 CH190=CH176 — (CH176—H(204))/2.0
IF(H(190). GE. CH190) GO TO 2101
CH190=H(190)
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C
C NEXT STATEMENTS CORRECT 1E H(200)
C

2101 CH200=(H(186)+H(214))/2.0
IF(H(200). GE. CH200) GO TO 2102
CH200=H(200)

C

C NEXT STATEMENTS CORRECT HDI(213)
C

2102 CDI213=(HDI(199) +HDI(227))/2. 0

IF(HDI(213). GE. CDI213) GO TO 2103
CDI213=HDI(213)

C NEXT STATEMENTS CORRECT THE A6,A8,ECT. SUMS
C

2103 A6=A6—(HDI(175)+HDI(189) +H(176) + H(190))
1 +CDI175+CDI189+CH176+CH190
A10=A10— (H(200)+ HDI(213))+CH200+CDI213

REDEFINE A6,A8, ECT. AS SUBSCRIPTED VARIABLE ANDMULTIPLY BY THE
C AROMATICS JNVERSE AIN(I, ])

BA(1)=A6
BA(2)=AS8
BA(3)=A10
BA()=A12
BA(S)=A14
BA(6)=A16
BA(7)=A18
DO 2125 J=1,7
BB(J)=0.0
DO 2124 1=1,7
2124 BB(J) =BB(])+BA(D * AIN(J,D
2125 CONTINUE
DO 2127 J=1,7
IF(BB(])) 2126,2127,2127
2126 BB(])=0.0
2127 CONTINUE
AA6=DBB(1)
AA8=DBB(2)
AA10=BB(3)
AA12=BB4)
AA14=BB(5)
AA16=DBB(6)
AA18=BB(7)
SUMAA=0.0
DO 2128 J=1,7
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Do

128

a O

a o .

2130
2131

2133

2134

2135

2136

2137
2138

SUMAA=SUMAA+BB(])

VALUES OF AA6,AA8, ECT. ARE DIVISIONS CALCULATED FOR NOMINAL Z=—6,
—8,ECT. SUMAA IS SUM OF THE AA VALUES AND REPRESENTS THE TOTAL
DIVISIONS OF AROMATICS CALCULATED.

THE FOLLOWING STATEMENTS RESOLVE OVERLAPPING TYPES IN Z=—6 ,

A7=A7—HDI(175) —HDI(189) +CDI175+ CDI189
HDI(175) =CDI175

HDI(189) =CDI189

DO 2130 M=105,750,14

IF(HDI(M)) 2130,2131,2130

CONTINUE

MM=M-—14

SLOPE=(((0. 72 * HDI(105)) * * 0.5)— (HDI(MM)) * * 0.5)/
(90. 71—(1000. 0/FLOAT(MM)) * * 2)

B=1(0.72 % HDI(105)) * % 0.5—90. 71 * SLOPE

DO 2133 M=147,MM, 14

REALM=M

SR(M)=SLOPE * (1000. 0/REALM) * * 2+B

AROVE IS FOR Z=—6 AND ATORES SQUARE ROOTS OF ALKYL BENZENE PEAK 4+
HEIGHTS IN ARRAY SR(I). RELOW IS FOR Z=—38

DO 2134 M=215,750,14

IF(CHDI(M)) 2134,2135,2134

CONTINUE

MN=M-—14

SLOPE=(((0. 66 * HDI(173)) * * 0.5)— (HDI(MN)) % *0.5)/
(34.12—(1000. 0/FLOAT(MN)) * * 2)

B=(0.66 x HDI(173)) * % 0.5—34.12 * SLOPE

DO 2136 M=215,MN, 14

REALM=M

SR(M) =SLOPE * (1000. 0/REALM) * * 2+B

RELOW IS FOR Z=—10

Al11=A11—HDI(213)+CDI213

HDI(213) =CDI213

DO 2137 M=241,750,14

IF(HDI(M)) 2137,2138,2137

CONTINUE

MO=M—14

SLOPE= ((HDI(185)) * * 0.5— (HDI(MO)) * *0.5)/
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1 (29.22—(1000. 0/FLOAT(MO)) * * 2)
B=HDI(185) * % 0.5—29. 22 * SLOPE
DO 2139 M=241,MO, 14
REALM=M
2139 SR(M) =SLOPE * (1000. 0/REALM) * * 2+B
C
C RELOW IS FOR Z=—12

DO 2140 M=197,750,14
IFCHDI(M)) 2140,2141,2140
2140 CONTINUE
2141 MP=M—14
SLOPE=(((0. 25 * HDI(183)) * * 0.5)— (HDI(MP)) * *0.5)/
1 (29.86—(1000. 0/FLOAT(MP)) * * 2)
B=(0. 25 HDI(183)) * * 0.5—29. 86 * SLOPE
DO 2142 M=197,MP, 14
REALM=M
2142 SR(M)=SLOPE * (1000. 0/REALM) * * 2+B

C RELOW IS FOR Z=—14 T &

DO 2143 M=265,750,14
IFCHDI(M)) 2143,2144,2143
2143 CONTINUE
2144 MQ=M—14
SLOPE=(((0. 64 * HDI(251)) * % 0.5)— (HDI(MQ)) * % 0.5)/
1 (15.87—(1000. 0/FLOAT(MQ)) * * 2)
B= (0. 64 * HDI(251)) * * 0.5—15. 87 * SLOPE
DO 2145 M=265,MQ.,14
REALM=M
2145 SR(M) =SLOPE * (1000. 0/REALM) * * 2+B
C
C RELOW IS FOR Z=—16
C
DO 2146 M=291,750,14
IFCHDI(M)) 2146,2147,2146
2146 CONTINUE
2147 MR=M—14
SLOPE=(((0.7 * HDI(277)) * * 0.5)— (HDI(MR)) * % 0.5)/
1 (13.03—(1000. 0/FLOAT(MR)) * * 2)
B= (0.7 *» HDI(277)) * % 0.5—13. 03 * SLOPE
DO 2148 M=291,MR, 14
REALM=M
2148 SR(M)=SLOPE * (1000. 0/REALM) * * 2+B

10
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2149
2150

2151

2154

a O

@

RELOW IS FOR Z=—1

8

DO 2149 M=247,750,14

IF(HDI(M)) 2149,2150,2149

CONTINUE
MS=M—14

SLOPE= (((0. 58 * HDI(233)) * * 0.5) —(HDI(MS)) * *0.5)/
(18.42—(1000. 0/FLOAT(MS)) * * 2)

B=(0.58 * HDI(233)) * % 0.5—18.42 x SLOPE

DO 2151 M=247,MS,14

REALM=M

SR(M) =SLOPE % (1000. 0/REALM) * * 2+B

THE SQUARE ROOT ARRAY HAS BEEN CALCULATEED. FOR CERTAIN SPECTRA IT
MAY BE POSSIBLE TO GET SLOPE AND INTERCEPT VALUES IN REGIONS OF

ZERO PEAK HEIGHT. IF THIS OCCURS, ERRORS MIGHT BE ENTERED IN THE

SR ARRAY. THE FOLLOWING SETS SR TO ZERO AT MASSES WHERE HDI=0. 0 K}

DO 2153 1=12,750

IF(HDI(D) 2152,2152,2153

SR(I)=0.0
CONTINUE

THE SR ARRAY IS SQUARED TO GIVE UNCORRECTED PEAK HEIGHTS OF THE

NOMINAL Z TYPES

DO 2154 1=12,750

SR(D =SR(D % * 2

CORRECT CERTAIN VALUES IN SR(D FOR NONLINEARITY OF SQ RT RELATION

SR(147)=SR(147) * 1. 44

SR(197) =SR(197) * 3.
SR(211)=SR(211) * 2.¢
SR(225) =SR(225) * 2.
SR(239) =SR(239) * 1.
SR(253) =SR(253) * 1.¢
SR(267)=SR(267) * 1.
SR(281)=SR(281) * 1.
SR(295) =8SR(295) * 1.
SR(309) =SR(309) * 1.
SR(323) =SR(323) * 1.
SR(265) =SR(265) * 1.
SR(279) =SR(279) = 1.

11
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2155
2156
C

C

2158

2159

2160

2161

C

SR(293) =SR(293) * 1.12
SR(307)=SR(307) * 1. 06
SR(291)=SR(291) * 1. 24
SR(305)=SR(305) * 1. 15
SR(319) =SR(319) * 1. 07
SR(333) =SR(333) % 1. 06
SR(347) =SR(347) % 1. 05
SR(361)=SR(361) * 1. 03
SR(247)=SR(247) % 1. 61
SR(261)=SR(261) * 1. 50
SR(275)=SR(275) * 1. 44
SR(289) =SR(289) * 1. 37
SR(303)=SR(303) * 1. 28
SR(317)=SR(317) * 1. 28
SR(331)=SR(331) * 1. 21
SR(345)=SR(345) * 1. 10
SR(359) =SR(359) * 1. 09
SR(373)=SR(373) * 1. 07
SR(387)=SR(387) % 1.05

IT IS NECESSARY THAT NO VALUE SR(M) EXCEEDS THE CORRESPONDING VALUE HDI(M)

DO 2156 M=12,750

IF(SR(M) —HDI(M)) 2156,2156,2155
SR(M) =HDI(M)

CONTINUE

CALCULATE PORTIONS OF A7 DUE TO A6A,A10S,A20A, AND OTHER TYPES

A6A=0.0

DO 2157 M=91,133,14
A6A=A6A+ HDI(M)

DO 2158 M=147,MM, 14
A6A=A6A+SR(M)
A105=0.0

DO 2159 M=147,189.14
A10S=A10S+HDI(M) —SR(M)
A10S=A10S/0. 75
A20A=A7T—A6A—A10S
IF(A20A) 2160,2161,2161
A20A=0.0
A10S=A7—A6A
CONTINUE

CALCULATE DIVISIONS OF A6A,A10S, AND A20A

12
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C

C

@

2162

2163

2164

2165

2166

TRASH=(A6—AA6 % 0.5579) * (A7/A6)
IF(TRASH. LT.0.0) TRASH=0.0
A7=A7—TRASH
A6A=A6A—TRASH
IF(A6A.LT.0.0) A6A=0.0
IF(A6A. EQ.0.0) A7=A10S+A20A
IF(A7. EQ.0.0) THEN

A6A=0.0

A10S=0.0

A20A=0.0

ELSE

A6A=(A6A/AT) * AA6
A10S=C(A10S/AT) * AA6
A20A=(A20A/A7) * AA6

CALCULATE PORTIONS A9 DUE TO A8A,A22A, AND OTHER TUPES

A8A=0.0

DO 2162 M=117,201,14
A8A=A8A+HDI(M)

DO 2163 M=215,MN, 14
A8A=A8A+SR(M)

A22A=0.0

DO 2164 M=215,257,14
A22A=A22A+HDI(M) —SR(M)
A22A=A22A/0.75
A36A=A9—ABA—A22A
IF(A36A) 2165,2166,2166
A36A=0.0

A22A=A9—A8A

CONTINUE

C

CALCULATE DIVISIONS OF A8A,A22A, AND OTHER TYPES

TRASH=(A8—AA8 % 0.4997) * (A9/A8)
IF(TRASH. LT. 0.0) TRASH=0.0
A9=A9—TRASH
A8A=A8A—TRASH

IFCA8A.LT.0.0) A8A=0.0
IF(ABA.EQ.0.0) A9=A22A+ A36A
IF(A9. EQ.0.0) THEN
A8A=0.0
A22A=0.0
A36A=0.0

13
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ELSE

A8A=(A8A/A9) x AAS
A22A=(A22A/A9) *» AAS
A36A=(A36A/A9) * AAS

a O

CALCULATE PORTIONS OF A1l DUE TO A10A,A24A, AND OTHER TYPES

@

AI0A=0.0
DO 2167 M=129,227,14

2167 Al0A=A10A+ HDI(M)
DO 2168 M=241,MO, 14

2168 A10A=AI0A+SR(M)
A24A=0.0
DO 2169 M=241,283,14

2169 A24A= A24 A+HDI(M) — SR(M)
A24 A= A24A/0.75
A38A=A11—A10A—A24A
IF(A38A) 2170,2171,2171

2170 A38A=0.0
A24A=A11—Al0A

2171 CONTINUE

C

C CALCULATE DIVISIONS OF A10A,A24A, AND OTHER TYPES

C
TRASH=(A10—AA10 % 0. 4435) * (A11/A10)
IF(TRASH. LT. 0.0) TRASH=0.0
All=A11—TRASH
A10A=A10A—TRASH
IF(A10A. LT.0.0) AI0A=0.0
IF(A10A. EQ.0.0) All=A24A+ A38A
IF(A11. EQ.0.0) THEN
A10A=0.0
A24A=0.0
A38A=0.0
ELSE
A10A=(A10A/A11) * AA10

A24A=(A24A/A11) * AALO

A38A=(A38A/A11) * AAL0

C CALCULATE PORTIONS OF A13 DUE TO A12A,A16S, AND OTHER TYPES

@

A12A=0.0
DO 2172 M=141,183,14
2172 A12A=A12A+HDI(M)
DO 2173 M=197,MR, 14

14
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2173 A12A=A12A+SR(M)
A16S=0.0
DO 2174 M=197,225,14
2174 A16S= A16S—+HDI(M) —SR(M)
A16S=A16S/0. 625
A26A=A13—A12A—A16S
IF(A26A) 2175,2176,2176
2175 A26A=0.0
A16S=A13—A12A
2176 CONTINUE
C
C CALCULATE DIVISIONS OF A12A,A16S, A26A
C

TRASH=(A12—AA12 % 0.5192) * (A13/A12)
IF(TRASH. LT.0.0) TRASH=0.0
A13=A13—TRASH
A12A=A12A—TRASH
IF(A12A.LT.0.0) A12A=0.0
IF(A12A. EQ.0.0) A13=A16S+A26A
IF(A13. EQ.0.0) THEN

A12A=0.0

A165S=0.0

A26A=0.0

ELSE

A12ZA=(A12A/A13) * AA12
A16S=(A16S/A13) * AA12

A26 A= (A26A/A13) * AA12

C CALCULATE PORTION OF A15 DUE TO A14A,A28A, AND OTHER TYPES

@

Al4A=0.0
DO 2177 M=167,251,14
2177 Al14A=A14A+HDI(M)
DO 2178 M=265,MQ.,14
2178 A14A=A14A+SR(M)
A28A=0.0
DO 2179 M=265,307,14
2179 A28A= A28 A+ HDI(M) —SR(M)
A28A=A28A/0.75
A42A=A15—A14A—A28A
IF(A42A) 2180,2181,2181
2180 A42A=0.0
A28A=A15—Al4A
2181 CONTINUE
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C

2182

2183

2184

2185

2186
C

CALCULATE DIVISIONS OF A14A,A28A, AND OTHER TYPES

TRASH=(A14—AA14 % 0.5075) * (A15/A14)
IF(TRASH. LT.0.0) TRASH=0.0
A15=A15—TRASH
Al4A=A14A—TRASH
IF(A14A.LT.0.0) A14A=0.0
IF(A14A. EQ.0.0) A15=A28A+ A42A
IF(A15. EQ. 0.0) THEN

A14A=0.0

A28A=0.0

A42A=0.0

ELSE

A14A=(A14A/A15) * AA14
A28A=(A28A/A15) » AA14
A42A=(A42A/A15) » AAl4

END IF

CALCULATE DIVISIONS OF A17 DUE TO A16A,A30A, AND OTHER TYPES

AI6A=0.0

DO 2182 M=179,277,14
Al6A= Al6 A+ HDI(M)
DO 2183 M=291,MR, 14
Al6A=Al6A+SR(M)
A30A=0.0

DO 2184 M=291,333,14
A30A= A30A-+HDI(M) —SR(M)
A30A=A30A/0.75
A44A=A17—Al6A—A30A
IF(A44A) 2185,2186,2186
A44A=0.0
A30A=A17—Al6A
CONTINUE

CALCULATE DIVISIONS OF A16A,A30A, AND OTHER TYPES

TRASH=(A16—AA16 % 0.4910) * (A17/A16)
IF(TRASH. LT.0.0) TRASH=0.0
A17=A17—TRASH

A16A=A16A—TRASH

IF(A16A.LT.0.0) A16A=0.0

IF(A16A. EQ.0.0) A17=A30A+ A44A
IF(A17. EQ.0.0) THEN

16
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2187

2188

2189

2190

2191
C
C
C

C

A16A=0.0

A30A=0.0

A44A=0.0

ELSE

A16A=(A16A/A17) » AAL6

A30A=C(A30A/A17) * AA16
A44A=(A44A/A1T) * AALG

CALCULATE PORTION OF A19 DUE TO A18A,A22S,A32A

AI8A=0.0

DO 2187 M=191,233,14
A18A= AT18A-+ HDI(M)
DO 2188 M=247,MS, 14
A18A=AI18A+SR(M)
A22S=0.0

DO 2189 M=247,289,14
A228= A22S+HDI(M) — SR(M)
A22S=A22S/0.75
A32A=A19—AI18A—A22S
IF(A32A) 2190,2191,2191
A32A=0.0
A22S=A19—A18A
CONTINUE

CALCULATE DIVISIONS OF A18A,A22S, AND OTHER TYPES

TRASH=(A18—AA18 % 0.5073) * (A19/A18)
IF(TRASH. LT.0.0) TRASH=0.0
A19=A19—TRASH
A18A=A18A—TRASH
IFCAI8A.LT.0.0) A18A=0.0
IF(A18A. EQ. 0.0) A19=A22S+A32A
IF(A19. EQ.0.0) THEN

A18A=0.0

A225=0.0

A32A=0.0

ELSE

A18A=(A18A/A19) » AA18
A22S=(A22S/A19) » AA18
A32A=(A32A/A19) * AA18

END IF

THIS COMPLETES CALCULATION OF AROMATICS BREAKDOWN
VOLUNE PERCENTS ARE NEXT CALCULATED

17
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V6A=100.0* A6A/SUMAA
V10S=100. 0 * A10S/SUMAA
V20A=100.0 * A20A/SUMAA
V8A=100.0 * ASA/SUMAA
V22A=100.0 * A22A/SUMAA
V36A=100.0 * A36A/SUMAA
V10A=100.0 * A10A/SUMAA
V24A=100.0 * A24A/SUMAA
V38A=100.0 x A38A/SUMAA
V12A=100.0 * A12A/SUMAA
V16S=100. 0 * A16S/SUMAA
V26 A=100.0 * A26A/SUMAA
V14A=100.0 * A14A/SUMAA
V28A=100.0 * A28A/SUMAA
V42A=100.0 * A42A/SUMAA
V16A=100.0 * A16A/SUMAA
V30A=100.0 * A30A/SUMAA
V44A=100.0 * A44A/SUMAA
V18A=100.0 * A18A/SUMAA
V22S=100. 0 * A22S/SUMAA
V32A=100.0 * A32A/SUMAA

AMONO=A6A+A8A+AIOA
VMONO=V6A+V8A+VI0A
ADI=A12A+Al4A+Al6A
VDI=V12A+VI4A+ V16A
ATRI=A18A+A20A
VTRI=VI18A+V20A
ATETRA=A22A+ A24A
VTETRA=V22A+ V24A
APENTA=A28A+ A30A
VPENTA=V28A+V30A
ATHIO=A10S+ A16S+ A22S
VTHIO=V10S+V16S+V22S
AUNID=A36A+ A38A+A26 A+ A42A+ A44A+ A32A
VUNID=V36A+ V38A+ V26 A+ V42A+ V44A+V32A
C
WRITE(6,2500)
WRITE(6,2501) (TITLE(D, I=1,20)
WRITE(6,2502) AMONO,VMONO,A6A,V6A,A8A,V8A,AI0A,VI0A
WRITE(6,2503) ADI, VDI, A12A,V12A,A14A,V14A,A16A,V16A
WRITE(6,2504) ATRI,VTRI, A18A,V18A,A20A,V20A
WRITE(6,2505) ATETRA,VTETRA,A22A,V22A,A24A,V24A
WRITE(6,2506) APENTA,VPENTA,A28A,V28A,A30A,V30A

18
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WRITE(6,2507) ATHIO,VTHIO,A10S,V10S,A16S,V16S,A22S,V22S
WRITE(6,2508) AUNID, VUNID, A36A,V36A,A38A,V38A,A26A,V26A,A42A,V42A

1 A42A,V42A,A44A,V44A,A32A,V32A

2500 FORMAT (IHI 9X.44HMass Spectral Analysis of Aromatic Fractions)

2501 FORMAT (IHO.20A4//38X.27HCALC. ION SUMS VOLUMT PCT)

2502 FORMAT(IHO,8X. 13HMONOAROMATICS,24X,F7.0,6X,F7. 1I3HALKYBENZENES NES
1,15X,F7.0,6X.,F7.1/10X,17HNAPHTHENEBENZENES.11X.F7.0.6X.F7.1/10X
2 ,19HDINAPHTHENEBENZENES,9X,F7.0,6X,F7. 1)

2503 FORMAT(1H0,8X,11HDIAROMATICS, 26X,F7.0,6X,F7. 1/10X,12HNAPHTHALENES,
1 16X,F7.0,6X.F7.1/10X,28HACENAPHTHENES,DIBENZOFURANS.F7.0,6X,F7.1
2 /10X,9HFLUORENES., 19X.F7.0,6X,F7. 1)

2504 FORMAT(1H0,8X,12HTRIAROMATICS,25X,F7.0,6X,F7.1/10X,13HPHENANTHRENES,
1 15X,F7.0,6X,F7.1/10X,22HNAPHTHENEPHENANTHRENES,6X,F7.0,6X,F7. 1)

2505 FORMAT(1H0,8X,14HTETRAAROMATICS,23X.F7.0,6X,F7.1/10X,7HPYRENES. 21 X,
1 F7.0,6X,F7.1/10X,9HCHRYSENES,19X,F7.0,6X,F7.1)

2506 FORMAT(1H0,8X,14HPENTAAROMATICS.23X,F7.0,6X,F7.1/10X,9HPERYLENES,
1 19X,F7.0,8X.F7.1/10X,17HDIBENZANTHRACENES,11X,F7.0,6X,F7. 1D

2507 FORMAT(1H0,8X,19HTHIOPHENO AROMATICS,18X,F7.0.,6X,F7.1/10X,
1 15HBENZOTHIOPHENES, 13X,F7.0,6X,F7.1/10X,17HDIBENZOTHIOPHENES, 11X,F7. 0,6X,
2 F7.1/10X,22HNAPHTHOBENZOTHIOPHENES, 6X,F7.0,8X,F7. 1)

2508 FORMAT(1H0,8X,22HUNIDENTIFIED AROMATICS.,15X,F7.0,6X.,F7.1/10X,37HCLASS
1 TINCL WITH NAPH PHENANTHRENES/10X,8HCLASS 11,20X,F7. 0,6X,F7.
2 1/10X,.9HCLASS II1,19X,F7.0,6X,F7. 1/10X,8 HCLASS 1V.20X,F7. 0,6X,
3 F7.1/10X,7HCLASS V,21X,F7.0,6X,F7.1/10X,8HCLASS VI,20X,F7.0,6X,
4 F7.1/10X.9HCLASS VII.19X,F7.0,6X,F7. 1)
RETURN
END
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