LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72320\
Data File : BM026852.D

Aca On 23 Jul 2020 15:41

Operator : JU/CG

Sample - L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.925 365 372 384 rBV 1471347 2098612 76.11% 12.504%
6.495 630 639 652 rBV 1471139 2222284 80.59% 13.241%
rBv 466570 686639 24 .90% 4.091%
8.431 961 968 979 rBV 909959 1445685 52.43% 8.614%
10.036 1229 1241 1249 rVB 561738 959568 34.80% 5.717%
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12.348 1629 1634 1639 rBV4 329517 697310 25.29% 4._.155%
12.513 1659 1662 1665 rBV3 276643 437657 15.87% 2.608%
12.554 1665 1669 1676 rVB 1954354 2757502 100.00% 16.430%
13.219 1778 1782 1787 rVB4 686517 1106945 40.14% 6.596%
13.630 1849 1852 1857 rVB3 889378 1119174 40.59% 6.668%

=
QO ~NO®

11 21.795 3237 3240 3247 rVB 1437727 1862132 67.53% 11.095%
12 23.018 3445 3448 3453 rVB 946154 1389632 50.39% 8.280%

Sum of corrected areas: 16783140
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O72320\
Data File : BM026852.D

Aca On : 23 Jul 2020 15:41

Operator : JU/CG

Sample : L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM026852.D
3e+07

2.5e+07
2e+07
1.5e+07
le+07

5000000
4.93 6.50 728 8.43 10.04

N
|

S

T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM026852.D

3e+07

I
10.00 10.50 11.00

2.5e+07

2e+07

1.5e+07

le+07

5000000 13.6
12.55 13.22

12 1

T

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026852.D

3e+07

2.5e+07

2e+07

1.5e+07

le+07

21.79

5000000 23,02

e

Time--> 21.00 2150 22.00 22.50 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026852.D

Aca On 23 Jul 2020 15:41

Operator : JU/CG

Sample : L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Methyl ethyl cyclopentene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.35 12.46 ng 697310 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 50
2 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24 095530-74-8 49
3 Thuilone 152 C10H160 000546-80-5 43
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
5 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 20

Abundance Scan 1634 (12.348 min): BM026852.D (-1629) (-) m/z 81.10 100.00%

55.1 81.1

|

5000

12.00 12.20 12.40 12.60
m/z 55.10 85.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 LA L L L L LB L
110.0 12.00 12.20 12.40 12.60
39.0 ‘ m/z 41.10 82.88%
}ERHHH.MPWJLJL“:”“.”“.”“.““.”..“..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
R RN EEEEE
55.0 12.00 12.20 12.40 12.60
5000 1100 m/z 69.10 70.12%

137.0 180.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #25055: Thujone L B o

81.0 12.00 12.20 12.40 12.60
41.0 110.0 m/z 179.20 64.98%

5000
152.0

R A R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026852.D

Aca On 23 Jul 2020 15:41

Operator : JU/CG

Sample : L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl3.22 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.22 19.78 ng 1106950 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-octvl- 194 C14H26 015232-87-8 35
2 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 30
3 Phenanthrene. tetradecahvdro- 192 C14H24 005743-97-5 30
4 1.4-Hexadiene. 5-methvl- 96 C7H12 000763-88-2 25
5 Isomyocorene 136 C10H16 006876-07-9 25

Abundance Scan 1782 (13.219 min): BM026852.D (-1778) (-) m/z 55.10 100.00%

5000

13.00 13.20 13.40 13.60
m/z 81.10 79.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56488: Cyclohexene, 1-octyl-
81.0

13.IOO 13.I20 13.I4O 13!60
m/z 69.10 74.38%

5000

109.0 194.0

, 137.0  166.0
miz--> 20 40 60 80 100 120 140 160 180 200 220

\

Abundance #2916: 1,3-Pentadiene, 2,4-dimethyl-
81.0
R e EREmE
13.00 13.20 13.40 13.60
5000 m/z 95.10 64 .32%
41.0
15.0 63 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54700: Phenanthrene, tetradecahydro- R e EREmE
67.0 96.0 13.00 13.20 13.40 13.60
41.0 m/z 41.10 64.06%
135.0
5000 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026852.D

Aca On 23 Jul 2020 15:41

Operator : JU/CG

Sample : L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.63 20.00 ng 1119170 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 91
2 3-Buten-2-one. 4-(2.6.6-trimethy... 192 C13H200 014901-07-6 46
3 trans-_beta.-lonone 192 C13H200 000079-77-6 45
4 2-Butanone. 3-(4-tert-butvilpheno... 220 C14H2002 160875-28-5 45
5 1,4-Benzenediamine, N,N"-bis(l-m... 192 C12H20N2 004251-01-8 43
Abundance Scan 1852 (13.630 min): BM026852.D (-1849) (-) m/z 177.10 100.00%
177.1
41.1
5000 290,
U SR BN SR B
13.40 13.60 13.80 14.00
00, 2810 "m/z 41.10 58.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000 LR UL BRI IR S
67.0 135.0 1340 13.60 13.80 14.00
95.0 m/z 67.10 38.55%
5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54652: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177.0
43.0 " 13.40 13.60 13.80 14.00
5000 m/z 220.20 37.22%
91.0 135.0
.,.‘.‘..‘,‘....,.‘.‘..“‘ Ll T A .].*5?,9...‘,.&.,.... S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54600: trans-.beta.-lonone R R R
43.0 177.0 13.40 13.60 13.80 14.00
m/z 69.10 35.05%
5000 VJ\fAJb/v~J~f”“f/\»~//xVJ/
91.0 135.0
I'm"‘l‘ . m H\ H\ M-ZQMI\‘ 1599...‘|..l.............l....l.. M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026852.D

Aca On 23 Jul 2020 15:41

Operator : JU/CG

Sample : L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1,4-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.79 20.00 ng 1862130 Chrysene-di12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
3 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 38
4 l1sophthalic acid. 3-methvlbut-2-... 348 C21H3204 1000344-72-4 27
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 27
Abundance Scan 3239 (21.789 min): BM026852.D (-3237) (-) m/z 70.10 100.00%
70.1
149.1
5000 261.2
LN R AL SUNILR I
21.40 21.60 21.80 22.00 22.20
Oh “. l \ L . L2AL2 ) |80423473 4195 4884 5435 | 1/77149.10  61.93%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 R BRI BRI SURLILN B
21140 21.60 21.80 22.00 22.20
m/z 261.20 47 .04%
1] l |, 204.0 304.0 361.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
112.0 R——— =l
167.0 261.0 21.40 21.60 21.80 22.00 22.20
5000 m/z 112.10 43.33%
...x.“,.ll.l.ﬂ.l..,....zw.p. | a0 sero
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59597: 2-Propenoic acid, 2-methyl-, octyl ester B B s b
70.0 21.40 21.60 21.80 22.00 22.20
m/z 57.10 42 .86%
5000 112.0 LhA\VW\fV&\“~j\\\ﬁwfhw\\4\,\
279 | | hu 169.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO72320\
Data File : BM026852.D

Acq On 23 Jul 2020 15:41

Operator : JU/CG

Sample - L3380-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Methyl ethyl cycl... 12.35 12.5 ng 697310 3 13.96 1119170 20.0
unknownl13.22 13.22 19.8 ng 1106950 3 13.96 1119170 20.0
2,5-Cyclohexadien... 13.63 20.0 ng 1119170 3 13.96 1119170 20.0
1,4-Benzenedicarb... 21.79 20.0 ng 1862130 5 20.97 1862130 20.0
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