LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48779.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.623 381 389 397 rBV 243627 388338 17.40% 4.551%
2 6.545 540 546 556 rVB 29293 43426 1.95% 0.509%
3 7.039 623 630 637 rVB2 60193 92518 4.14% 1.084%
4 7.239 655 664 677 rVB2 171676 309963 13.89% 3.633%
5 8.073 800 806 813 rBV 72797 121149 5.43% 1.420%
6 8.449 865 870 880 rVB 45229 74202 3.32% 0.870%
7 8.567 884 890 894 rBV2 26702 43875 1.97% ©0.514%
8 8.719 911 916 920 rBV3 15874 25698 1.15% 0.301%
9 9.189 989 996 1000 rBv2 50565 85934 3.85% 1.007%
10 9.248 1000 1006 1017 rVB 328163 611431 27.39% 7.166%
11 9.718 1080 1086 1090 rBV 27428 46931 2.10% ©.550%
12 10.905 1279 1288 1292 rBV 99720 172680 7.74% 2.024%
13 10.952 1292 1296 1302 rVB2 30990 56978 2.55% 0.668%
14 12.785 1599 1608 1613 rVB3 14433 23512 1.05% 0.276%
15 13.355 1697 1705 1713 rBV 886229 1363400 61.07% 15.978%
16 14.172 1839 1844 1851 rVB2 18132 30125 1.35% 0.353%
17 14.736 1932 1940 1946 rBV2 155897 259087 11.61% 3.036%
18 14.795 1946 1950 1956 rVB2 34479 54267 2.43% 0.636%
19 15.135 2002 2008 2012 rBV 19694 27921 1.25% 0.327%
20 16.228 2188 2194 2212 rBV 685299 1131521 50.69% 13.261%
21 17.491 2403 2409 2414 rBV 226916 339479 15.21% 3.978%
22 17.533 2414 2416 2422 rVB4 16476 23249 1.04% 0.272%
23 17.621 2424 2431 2436 rVB 17146 27996 1.25% 0.328%
24 19.542 2754 2758 2763 rBV 36128 54974  2.46% 0.644%
25 19.906 2817 2820 2826 rVB2 30281 38917 1.74%  0.456%

26 20.106 2847 2854 2859 rBV 1648393 2232347 100.00% 26.
27 21.405 3070 3075 3087 rBV2 64465 118183 5.29%
28 21.786 3132 3140 3147 rBV2 215362 369089 16.53%
29 25.130 3696 3709 3720 rVB3 122433 365662 16.38%
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Sum of corrected areas: 8532852
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048779.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 0.248
5.623
200000 7.239 10.905

. 6.545 7-%3% 8'?\738-%@719 9.189 9718 10/952 12.785
\‘\\\\‘\\\\‘ T 11T ‘ T 17T ‘ T T ‘ T T 17T ‘ T 1T ‘ L ‘ T T 17T ‘ =TT ‘ I T T ‘ 1 17T ‘ T T T T ‘ T T 17T ‘ T T 1T ‘ T 1T ‘ T T T ‘ T 1 T T ’ L ‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048779.D\data.ms
1600000 20.1106

1400000
1200000
1000000

13.355

800000
16.228

600000

400000
17.491 21.786

200000 14.736
14.172 1%79&).135 175831 19_?429.90}{ 21./4&)5

e | B e v MMM St S S A ———

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG048779.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000 25.130

O‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, (1-methylethyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.545 7.17 ng 43426 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 87
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 80

4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 80

Abundance Scan 546 (6.545 min): BG048779.D\data.ms (-540) (-) m/z 105.10 100.00%

105.1
5000
T A
51-1' 6.20 6.40 6.60 6.80
221.0 452.1
_"a“!\w-‘w‘u“uuw”‘w‘ew,‘H‘,HH_Wwpmﬁlﬁ" m/z 120.00  32.12%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9411: Benzene, (1-methylethyl)-
105.0
5000 T T T T[T T[T T rrrTT
6.20 6.40 6.60 6.80
510} ‘ m/z 77.20 19.66%
O‘\\‘\b[‘““\“‘\\\“‘\\‘\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
Ah\‘\\\\‘\\\\‘\\\\’\\\\‘\
6.20 6.40 6.60 6.80
5000 ITI/Z 103.00 17.16%
el
0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 [
Abundance #9429: Benzene, 1-ethyl-4-methyl- e ‘A‘ RRRRR
105.0 6.20 6.40 6.60 6.80
m/z 79.10 15.23%
5000
51.0} \ ‘
N H R —— SN § VO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.039 15.27 ng 92518 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 87
2 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 78
3 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Phosphonous dichloride, (phenylm... 192 C7H7C12P 004545-85-1 47
Abundance Scan 630 (7.039 min): BG048779.D\data.ms (-623) (-) m/z 91.10 100.00%
91.1
5000
120.1 A A RARREES
391 690 6.80 7.00 7.20 7.40
Ol sl g L 1427 1669 120,10 22.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9407: Benzene, propyl-
91.0
5000 uu‘uu‘uu‘ﬂu‘\r‘u
6.80 7.00 7.20 7.40
65.0 120.0 m/z 65.00 12.06%
39.0 ‘ |
O\\\‘\\\\‘\\‘\\“\\\\M‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\
miz--> 20 80 100 120 140 160
Abundance #30723.Propanennﬂb,S—Kphenyhnethybanﬂno}
91.0

A A

6.80 7.00 7.20 7.40

5000 m/z 92.0 11.57%
120.0
65.0
420 160.0
ottt e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #24598: 1,2-Ethanediamine, N-(phenylmethyl)- Coop b
91.0 6.80 7.00 7.20 7.40

m/z 78.00 7.50%

5000 120.0

30.0 65.0

150.0
Ol et el 01500 SNSRI S £ E—

m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.449  12.25 ng 74202 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 70
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 50
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 50

Abundance Scan 870 (8.449 min): BG048779.D\data.ms (-865) (-) m/z 116.95 100.00%

117.0
5000
VAN 7 .Y S
63.1 ” 1944 Alas 482 8.20 8.40 8.60 8.80
0 ‘HJ“wmwﬂ‘H"‘H‘f‘H“‘H“‘H“‘H“uﬁ“‘uﬁ m/z 118.10 50.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8951: Indane
117.0
5000 T T
8.20 8.40 8.60 8.80
m/z 115.00  40.15%
63.0
O \\‘\J\‘l‘\‘u\h\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #8966: Benzene, cyclopropyl-
117.0
T L S L
8.20 8.40 8.60 8.80
5000 m/z 91.00 22.05%
51.0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene Pl f\ A
117.0 8.20 8.40 8.60 8.80
m/z 89.10 13.63%
5000

39.0
J‘HU“MJ A ﬂ

m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.567 7.24 ng 43875 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
2 1-Methyl-1-silabenzocyclobutene 134 (C8H10Si 160841-06-5 80
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 72
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 68
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 64
Abundance Scan 890 (8.567 min): BG048779.D\data.ms (-884) (-) m/z 105.10 100.00%
105.1
5000 134.1
. W,AﬁAA
51. .o | 8.20 8.40 8.60 8.80
o) SRS ‘H‘ “\‘“\ - ‘W, e m/z 119.10  63.92%
miz-> 20 40 60 80 100 120 140
Abundance #14842: Benzene, 1,2-diethyl-
119.0
5000 134.0 A\‘HHMHH‘HH‘HH‘M
91.0 8.20 8.40 8.60 8.80
' m/z 134.05 46.37%
65.0
O\1\5\0’\‘\\\“‘\\‘\\“\‘\\\m‘\\N\“H\\M“"\\\‘\‘\
miz-> 20 60 80 100 120 140
Abundance #15243.l—MethyLLsHabenzocydobutene
119.0
134.0 R S ST L ) B
8.20 8.40 8.60 8.80
5000 m/z 91.10 41.21%
43.0 93.0
Lo |
01— “ I \\ HH\‘ ‘H\“‘ ‘\‘MH‘ ‘\Hh‘ ‘ “\J\‘ b ‘; —
m/z--> 20 80 100 120 140
Abundance #14832: 1,3,8—p—Menthatriene L ‘_NHA,H“H_MHM_
119.0 8.20 8.40 8.60 8.80
91.0 m/z 103.10 16.13%
134.0
5000
41.0
L ﬁ
ol 280 L J”H‘MW\ ﬂ““‘ Hl“wl‘ A M“HL‘H“‘H‘AH“_
m/z--> 20 40 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,3,8-p-Menthatriene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.719 4.24 ng 25698 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83
2 3-Methyl-2,3-dihydro-benzofuran 134 CS9H1e0 013524-73-7 59
3 Ethanone, 1-(2-methylphenyl)- 134 C9H1e0 000577-16-2 52

4 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 50

5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 50
Abundance Scan 916 (8.719 min): BG048779.D\data.ms (-911) (-) m/z 119.00 100.00%
119.0
5000
63.1 w{\w/‘\/‘\_m,w‘
H ‘ ‘ H | 200.3 385. 8.40 8.60 8.80 9.00
ob ML T wyz ol.ee  84.42%
mlz--> 50 100 150 200 250 300 350
Abundance #14832: 1,3,8-p-Menthatriene
119.0
5000 AHA‘HAH‘HH‘HAH,\\M\\‘
41.0 8.40 8.60 8.80 9.00

m/z 105.10 47.08%

| ;\m\?% ‘M\ |

O \\i\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #15345: 3-Methyl-2,3-dihydro-benzofuran
110.0 /\/\ A
R TN 0 S
8.40 8.60 8.80 9.00
5000 ITI/Z 134.20 45.97%
51.0
AUR VS W I A —
miz--> 50 100 150 200 250 300 350
Abundance #15337: Ethanone, 1-(2-methylphenyl)- e e
119.0 8.40 8.60 8.80 9.00
m/z 117.10 35.09%
5000
65.0
oz‘a;q“,“ ““‘u‘“ e VLN VS—
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.189 14.19 ng 85934 1,4-Dichlorobenzene-d4 8.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 o-Cymene 134 C10H14 000527-84-4 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
Abundance Scan 996 (9.189 min): BG048779.D\data.ms (-989) (-) m/z 119.10 100.00%
119.1
5000
910 AT £V WS
‘ ‘ 207.0 8.80 9.00 9.20 9.40 9.60
0 "ww\uu‘uwh‘”m"m“:HH,HM_Mw_mﬂm m/z 134.05  36.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 /\j\‘wu‘uu‘\’/\\u,uu‘u
8.80 9.00 9.20 9.40 9.60
91.0 m/z 91.e0  25.16%
39.0 650 ‘ ‘
O ?‘\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\\\“H‘\\U"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 117.00 15.54%
91.0
39.0 65.0 ‘
0 ‘1‘5“0“:‘“M;‘_HJ\mw‘:‘m,“Hu_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: 0-Cymene /\”\‘ R RRRR L R
119.0 8.80 9.00 9.20 9.40 9.60
m/z 77.00 13.83%
5000
91.0 /LKM
41 0 65 0 W\
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BGO41421.M Tue Apr 20 14:42:32 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.718 5.44 ng 46931 Naphthalene-d8 10.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 93
2 o-Cymene 134 C10H14 000527-84-4 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 p-Cymene 134 C1eH14 000099-87-6 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 1086 (9.718 min): BG048779.D\data.ms (-1080) (-) m/z 119.10 100.00%
119.1

5000
JANRR A VY NV
39.0 ‘ 9.50 10.00
442
ol bbbl L2000 Rz 134,05 34.09%

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0

5000 ASEMEENEY i P
9.50 10.00
m/z 91.05 20.87%
41.0
0 "\‘Lli\l‘d“‘\rJ\‘M‘M “\“‘H“‘H"HH’HH’HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14812: o-Cymene
119.0
I nnMMMAﬁw&
9.50 10.00
5000 ITI/Z 117.00 11.37%
41.0 \
0**”UW“M”Wﬂ‘“\*‘H\**Hv***w****w***\w**
m/z--> 0 50 100 150 200 250 300 350 400 !ﬂ
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- — MAA — i
119.0 9.50 10.00
m/z 133.05 11.09%
5000
65.0 ‘ w M
01\5\.?‘\‘i‘“‘\‘d\J“\‘\““h\d\‘\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\ MA‘ ‘ ‘A‘ ‘ﬂ‘ a ‘M‘
m/z--> 0 50 100 150 200 250 300 350 400 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1H-Indene, 1l-ethylidene- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.785 2.72 ng 23512  Naphthalene-d8 10.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 74
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 72
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 64
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 59
Abundance Scan 1608 (12.785 min): BG048779.D\data.ms (-1599) (- m/z 141.05 100.00%
141.1
5000 A
col P
63.1 2182 319.1 504, 12.50 13.00
ob b dh Lk m/z 142.05  99.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19241: 1H-Indene, 1-ethylidene-
141.0
5000 *\//\*“ USSR
12.50 13.00
m/z 115.00 26.41%
63.0
O \\‘\‘I‘\M\‘“\“\‘\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19236: Naphthalene, 1-methyl-
142.0
yly b 0wl g
12.50 13.00
5000 m/z 138.90 22.25%
71.0
0 H\vHH\M\\‘\H\‘H\\_\\w\\u‘\u\‘u\\_\\w\\u
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene — ——
141.0 12.50 13.00
m/z 63.10 13.20%
5000
LA
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Trichloroacetic acid, tride... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.404 6.40 ng 118183 Chrysene-d12 21.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 90
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 86
4 Octacosyl acetate 452 C30H6002 018206-97-8 70
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 70

Abundance Scan 3075 (21.405 min): BG048779.D\data.ms (-3070) (- m/z 57.10 100.00%
57.1

5000 11.1
541 2272 : 21.50
oL L “‘u‘w‘h Ll T 2829 f?‘lﬁ m/z 55.10  93.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #179456: Trichloroacetic acid, tridecyl ester
43.Q
5000
21.50
m/z 69.10 91.18%
OM “““H ““\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
21.50
5000 ITI/Z 43.10 80.85%
11.0
169.0 238.0
oLl L 7 T ass0
miz-> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate 2 —
57.0 21.50
m/z 83.05 73.61%
5000 11.0

oLl iy ‘\ 154.0196.0238.0 2830 334.0
m_w_ e LR el 2L S

m/z--> 50 100 150 200 250 300 350 400 21.50

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041921\
Data File : BGO48779.D

Acqg On : 20 Apr 2021 1:41
Operator : CG/JU

Sample : M2079-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : 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|
Benzene, (1-met... 6.545 7.2 ng 43426 1 8.073 121149 20.0
Benzene, propyl- 7.039 15.3 ng 92518 1 8.073 121149 20.0
Indane 8.449 12.3 ng 74202 1 8.073 121149 20.0
Benzene, 1,2-di... 8.567 7.2 ng 43875 1 8.073 121149 20.0
1,3,8-p-Menthat... 8.719 4.2 ng 25698 1 8.073 121149 20.0
Benzene, 1l-ethy... 9.189 14.2 ng 85934 1 8.073 121149 20.0
1,3-Cyclopentad... 9.718 5.4 ng 46931 2 10.905 172680 20.0
1H-Indene, 1-et... 12.785 2.7 ng 23512 2 10.905 172680 20.0
Trichloroacetic... 21.404 6.4 ng 118183 5 21.786 369089 20.0
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