LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acqg On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc :

ALS Vvial : 12  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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55815.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.529 34 41 55 rVB 224028 453317 39.71%  3.918%
2 4.340 171 179 190 rBV 165339 289742 25.38% 2.504%
3 5.280 333 339 347 rBV 97659 161488 14.15% 1.396%
4 5.697 404 410 415 rBV 44191 70520 6.18% 0.610%
5 5.768 415 422 428 rVWW 326502 559069 48.98% 4.832%
6 5.832 428 433 443 rVB 150272 391162 34.27%  3.381%
7 6.208 491 497 504 rBV 179626 302694 26.52% 2.616%
8 6.896 600 614 625 rvB2 69103 137044 12.01% 1.184%
9 7.354 685 692 695 rBv 625449 1113788 97.58% 9.627%
10 7.513 713 719 727 rVB2 15008 29384 2.57% 0.254%
11 7.630 730 739 750 rBV 101030 179240 15.70%  1.549%
12 7.989 794 800 806 rBV 114381 183829 16.10% 1.589%
13 8.230 827 841 848 rBV 205268 361440 31.66% 3.124%
14 8.359 856 863 870 rBV 72069 127917 11.21% 1.106%
15 9.405 1033 1041 1054 rVB 214618 403467 35.35%  3.487%
16 10.568 1233 1239 1246 rBV2 50299 84352 7.39% 0.729%
17 11.062 1316 1323 1331 rBV 269716 493356 43.22%  4.264%
18 11.385 1372 1378 1384 rBV2 28844 49614 4.35% ©0.429%
19 13.347 1703 1712 1716 rBV7 16871 51969 4.55% 0.449%
20 13.476 1728 1734 1746 rBV 613141 956458 83.79% 8.267%
21 13.641 1756 1762 1769 rBV2 113196 194775 17.06% 683%
22 13.864 1794 1800 1806 rVB4 45890 88314 7.74% 763%
23 14.176 1848 1853 1860 rVB6 40005 78951  6.92%

24 14.393 1886 1890 1898 rBvV2 79823 170921 14.97%
25 14.593 1919 1924 1927 rBv4 94241 172066 15.07%
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26 14.634 1927 1931 1935 rVW 172427 273106 23.93%
27 14.675 1935 1938 1944 rVB2 85221 137601 12.05%
28 14.757 1949 1952 1955 rW 53983 73441  6.43%
29 14.804 1956 1960 1963 rVV3 101055 179961 15.77%
30 14.851 1964 1968 1975 rVB 453795 756852 66.31%
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31 14.928 1977 1981 1990 rBV3 87229 202973 17.78%
32 15.075 2002 2006 2010 rVB 101429 149622 13.11%
33 15.633 2097 2101 2105 rBV3 113435 165577 14.51%
34 15.721 2113 2116 2121 rVB3 91930 146293 12.82%
35 16.338 2217 2221 2229 rBV 397847 641345 56.19%
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36 17.601 2432 2436 2440 rVB 415819 596816 52.29% 5.158%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acqg On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vvial : 12  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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.186 2873 2876 2884 rVB 832457 1141461 100.00% 9.866%

Sum of corrected areas: 11569925
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG055815.D\data.ms
2500000
2000000
1500000

1000000

7.354

500000
3.529 5.768 9.405 11.062

230
4.340 5.2805.%%326-208 6.896 _%%07.95%%9 A 10.568 11.385

01 L L L L L L I L I

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055815.D\data.ms

20.186

2500000

2000000

1500000 17.601

1000000
16.338

500000

e

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055815.D\data.ms

2500000

2000000

1500000

1000000

500000

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\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Trichloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.529 25.08 ng 453317  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 98
2 Bis(chloromethyl) sulfide 130 C2H4C12S 003592-44-7 53
3 2-Fluoro-5-chloropyrimidine 132 C4H2C1FN2 062802-37-3 35
4 Benzene, 1-chloro-4-fluoro- 130 C6HACLF 000352-33-0 22
5 1H-1,2,4-Triazol-3-amine, 5-(met... 130 C3H6N4S 045534-08-5 22
Abundance  Scan 41 (3.529 min): BG055815.D\data.ms (-34) (-) m/z 94.90 100.00%
94.9 131.9
60.0
5000
e
36.9 ‘ ‘ 3.40 3.60 3.80
bbb L myz 131090 90.83%
miz--> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L L L B B
3.40 3.60 3.80
m/z 129.90  90.56%
35.0
O\]\-Z\.\O‘ \‘\ \‘\“ \‘“\ \““\ LI “1 T \H“’ L ‘ T \H} ‘\
miz—-> 20 40 60 80 100 120 140
Abundance #15070: Bis(chloromethyl) sulfide
95.0
e
3.40 3.60 3.80
5000 m/z 96.90 62.98%
45.0
130.0
0 13.0 28'0 , \‘u ‘ 690 79-9 1y M\
e
m/z--> 20 40 60 80 100 120 140
Abundance #16227: 2-Fluoro-5-chloropyrimidine B e
132.0 3.40 3.60 3.80
60.0 m/z 60.00 51.88%
5000
31.0 105.0
e
OHH‘M P 1 S R \‘, LN LT R AR
m/z--> 20 40 60 80 100 120 140 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Toluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.340 16.03 ng 289742  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 87
4 2,5-Norbornadiene 92 C7H8 000121-46-0 83
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 80

Abundance Scan 179 (4.340 min): BG055815.D\data.ms (-171) (-) m/z 91.00 100.00%

91.0
5000
 RRammEas e R
39.0 510 67-0 S 4.00 4.20 4.40 4.60
Ol bbb 70l mjz 92.60  55.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
5000 UL L B L B L BB

4.00 4.20 4.40 4.60
m/z 65.00 13.35%

39.0 519 650

0 270 "7 200 ] 170 |,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2774: 1,3,5-Cycloheptatriene
91.0
R Rama s R EE
4.00 4.20 4.40 4.60
5000 m/z 39.00 12.56%
39.0 65.0
. 51.0
0 20 150 230 \\‘\Hm \‘\ M‘u 770 Ll
R e LA R T e R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2777: Spiro[2,4]hepta-4,6-diene e e Rel Sa e
91.0 4.00 4.20 4.40 4.60
m/z 51.00 8.95%
5000
65.0
o 270 ¥0 510 | 770
R R ma o R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.280 8.94 ng 161488 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11INO 005780-40-5 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 339 (5.280 min): BG055815.D\data.ms (-333) (-) m/z 43.00 100.00%
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 831 5.00 5.20 5.40 5.60
Ol el L m/z 59.00  56.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB L B L B A LR
5.00 5.20 5.40 5.60
101.0 m/z 101.00  17.23%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\w‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
L ARRR RS
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.99%
410 101.0
P T - O W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A RARA AT
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.22%
5000
41.0
29.0 101.0
P IRRUSSSSNY SN Y8 11 O I S il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Ethylbenzene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.697 3.90 ng 70520  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 p-Xylene 106 C8H10 000106-42-3 87
3 o-Xylene 106 C8H10 000095-47-6 86
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 86
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 53
Abundance Scan 410 (5.697 min): BG055815.D\data.ms (-404) (-) m/z 91.00 100.00%
91.0
5000
106.0
R RAENa R
- 51.0 650 780 5.40 5.60 5.80 6.00
Ol ettt m/z 106,00 32.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000 \\\‘\\\\‘\\/\\\‘\\\\‘\\\\
106.0 5.40 5.60 5.80 6.00
510 m/z 51.00 13.46%
27.0 ' 65.0 78.0
O \Hl‘.\()\\\%ﬂ.‘.\o\‘\H‘\‘HH"HH“\H‘\‘\‘H‘\HH“\\H“l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5721: p-Xylene
91.0
R UREEERE
106.0 5.40 5.60 5.80 6.00
5000 m/z 65.00 9.36%
51.0 77.0
27.0
Ol rrrrrrrrrrrrr eyl O8Ol il
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 /\
Abundance #5730: o-Xylene R ama s R mama T
91.0 5.40 5.60 5.80 6.00
m/z 77.00 8.89%
5000
106.0
39.0 63.0 77.0 ‘ /\
0 H‘_‘H‘H‘w‘HM_‘HMH‘WM‘WMN‘_‘MHH‘Wluwﬂuu_“ SNBSSV AY VAN BN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 p-Xylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.832 21.64 ng 391162 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 83
Abundance Scan 433 (5.832 min): BG055815.D\data.ms (-428) (-) m/z 91.00 100.00%
91.0
5000 106.0
e RRmmEEEEET S
39.0 51.0 454 /10 ‘ 5.60 5.80 6.00 6.20
Ol oot el sz 106,00 48.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
106.0
5000 L B I L I LN B

5.60 5.80 6.00 6.20
m/z 105.00 21.05%

39.0 510 45 77.0 ‘
L

O\\‘\\\\‘\2\7\.’0\\\{“\\\\}f“\\\‘}‘i‘\\‘\f‘\“‘\\\\“1\\\‘\\\‘\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
SNSMSRA ' L BN AL
5.60 5.80 6.00 6.20
5000 106.0 m/z 77.08  14.62%
39.0 510 g59 70 ‘
oh 280 210
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene R e
91.0 5.60 5.80 6.00 6.20
m/z 51.00 11.84%
5000 106.0
77.0
39.0 510 450 ‘
o“‘1‘5:9_2‘75?”HMm‘}‘Juu‘Mwm‘l‘_Hu‘luw‘:mm SN LA S PP B
miz--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.208 16.75 ng 302694  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
3 o-Xylene 106 C8H1e 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 93
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 90
Abundance Scan 497 (6.208 min): BG055815.D\data.ms (-491) (-) m/z 91.00 100.00%
91.0
5000 106.0

R e

39.0 910 g5 770 ‘ 5.80 6.00 6.20 6.40 6.60
o"_H‘_"‘,"‘;“umMm‘M"m‘!‘_Hu‘lwmwm m/z 106.00  43.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5725: p-Xylene

91.0
106.0 \
5000 I L L B R

5.80 6.00 6.20 6.40 6.60
m/z 105.00 19.29%

39.0 510 45 77.0 ‘
L

O\\‘\\\\‘\2\7\.’0\\\{“\\\\}!“\\\‘}‘i‘\\‘\f‘\U‘\\\\“l\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
e
5.80 6.00 6.20 6.40 6.60
106.0 o
5000 ITI/Z 51.00 12.92%
39.0 51.0 g59 70 ‘
0beit80 270 el i
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene ! et e
91.0 5.80 6.00 6.20 6.40 6.60
m/z 77.00 12.21%
5000 106.0
77.0
39.0 510 650 ‘
o“‘1‘5:9_2‘75?”HMm‘}‘Juu‘Mwm‘l‘_Hu‘luw‘:mm VAR RN A ISR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 .alpha.-Pinene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.896 7.58 ng 137044  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Pinene 136 C1oH16 000080-56-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
4 3-Carene 136 C10H16 013466-78-9 91
5 (+)-3-Carene 136 CleH16 000498-15-7 91
Abundance Scan 614 (6.896 min): BG055815.D\data.ms (-600) (-) m/z 93.00 100.00%
3.0
5000
41.0 A AmaRE e
H N 1210, 61 6.60 6.80 7.00 7.20
A | .U O RO s o m/z 91.00 48.10%
miz--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 \u‘uu‘uu‘u\/‘\\u’\‘
39.0 77.0 6.60 6.80 7.00 7.20
m/z 77.00 36.16%
15.0 ?F 121.0136.0
O\\‘\‘\}‘\\ \“\H‘\\‘[“\\‘\“\“‘\\\"‘\\\\‘\
m/z--> 20 80 100 120 140
Abundance  #18173: Blcyclo[3 1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
SSIYVNE L YWY A
6.60 6.80 7.00 7.20
5000 m/z 92.00 35.36%
41
121.0
: w\\ B ™)
m/z--> 20 40 100 120 140
Abundance #18211: Tr|cycl0[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- A ARAREERE e
93.0 6.60 6.80 7.00 7.20
m/z 79.00 26.65%
5000
41.0
‘ 770 12104369
o120 | ‘ o _M B N N ,‘ . ST VR S Y !
m/z--> 20 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 2-Heptanone, 4,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.630 9.92 ng 179240  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 83
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 64
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 47
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38

Abundance Scan 739 (7.630 min): BG055815.D\data.ms (-730) (-) m/z 43.00 100.00%

43.0
58.0
5000
85.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
‘ 109.0 1270 5
oH_HwH_m‘wH_u‘:“‘wu‘hH_mwwwwwwm m/z 58.00 54.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
85.0 7.40 7.60 7.80 8.00
m/z 69.00  28.86%
o
OH‘H‘H‘\\\H‘\\H‘\\H‘\‘\H\‘HH‘HH‘\‘\H‘HH‘HH“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0
“H‘H‘w“u‘u‘w“
7.40 7.60 7.80 8.00
5000 58.0 m/z 85.00 24.89%
29.0
0 H‘HH_‘H‘_‘HH1H‘HwHHMHH"UH_ww_www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8507: 2-Hexanone, 5-methyl- R EaGRREEE SRR
43.0 7.40 7.60 7.80 8.00
m/z 41.00  23.25%
5000 58.0
obo 210 gl || 810 990 1140
S e e R REEE L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Cyclohexene, 3-methyl-6-(1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.989 10.17 ng 183829 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 83
2 Cyclohexene, 1-methyl-4-(1-methy... 138 C1@H18 005502-88-5 72
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 72
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 70
5 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 68
Abundance Scan 800 (7.989 min): BG055815.D\data.ms (-794) (-) m/z 95.10 100.00%
95.1
67.0
5000 41.0

123.0138'1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

‘ ‘ ‘ ‘ ‘ 7.60 7.80 8.00 8.20 8.40

om‘m“ ‘ w ‘,Hm,mu,w m/z 67.08  66.57%

m/z--> 20 100 120 140

Abundance  #19523: Cydohexene 3rnemyh6(1rnahWeﬂwD

9:
5000 67.0 ‘HH‘HH‘HH‘H\V\"“’/\\(
41.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 49.80%
‘ ‘ 123,0138.0
O\\\‘Z\G\p\\“‘ “‘\‘\‘\ \\‘\H!’\\‘\\"\\\\"\\
miz--> 80 100 120 140
Abundance #19524 Cydohexene 1-methyl-4-(1-methylethyl)-
9:
AR R
68.0 7.60 7.80 8.00 8.20 8.40
5000 41.0 m/z 81.05 43.72%
138.0
Aok 1]
om_‘ “ by H ! R TR ENE M .
m/z--> 20 100 120 140
Abundance #19515: Blcyclo[4.l.0]heptane, 3,7,7-trimethyl- T T TR
95.0 7.60 7.80 8.00 8.20 8.40
m/z 55.00 41.95%
67.0
5000 41.0
i b L
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40

8270-BG111622.M Tue Nov 29 13:14:47 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54

Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 p-Cymene Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
8.359 7.08 ng 127917 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 91
3 o-Cymene 134 CleHi4 000527-84-4 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91
Abundance Scan 863 (8.359 min): BG055815.D\data.ms (-856) (-) m/z 119.00 100.00%
119.0
5000
91.0 134.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
410 650 | ‘ 8.00 8.20 8.40 8.60
0t “““‘HV Nww‘ﬂu‘Ju‘ uw‘ym“hw“““‘ m/z 91.00 29.60%
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000 ,\\/‘\\\AH‘HH‘/\\H\‘HH,\’(
91.0 8.00 8.20 8.40 8.60
' 134.0 m/z 134.00 24.40%
39.0 650 ‘ ‘
O\\lwl\?\.o‘\\\\“\ \“\ \“‘\‘\ T \‘H‘ Tt ‘W\ \‘i” T T
miz—-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
SRV B S—.
134.0 8.00 8.20 8.40 8.60
5000 ’ m/z 117.00 16.23%
91.0
ob—- “HU“HV“$H“;“‘W“1W “J\“
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene T e
119.0 8.00 8.20 8.40 8.60
m/z 120.00 11.20%
5000
134.0
390 91.0
15.0 : 65.0
Y S NS R PR P S M S O R —
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

8270-BG111622.M Tue Nov 29 13:14:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 1,3-Butadiene, 1,1,2,4,4-pe... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.568 3.42 ng 84352  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 99
2 4-Bromo-2-fluoroaniline 189 C6HS5BrFN 000367-24-8 38
3 2-Bromo-4-fluoroaniline 189 C6H5BrFN 001003-98-1 35
4 2,3-Dichloro-4-fluorobenzonitrile 189 C7H2C12FN 908123-82-0 30
5 3,5-Dichloro-4-fluorobenzonitrile 189 C7H2C12FN 103879-31-8 27

Abundance Scan 1239 (10.568 min): BG055815.D\data.ms (-1233) (- | m/z 190.80 100.00%
190.8

5000 2258

84.0 155.9

118.9 1050 ‘
49.0 10.50
h\ \‘ m ‘H‘H“uu‘w ‘

T b m/z 188.80  77.71%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-

o

191.0
226.0
5000 — ‘
84.0 156.0 10.50
119.0 ' m/z 225.80 51.13%
60.0 ‘
OM“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63962: 4-Bromo-2-fluoroaniline
189.0
T \
10.50
5000 m/z 192.80 47 .27%
830 1100
o 20 L | ereteto
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63963: 2-Bromo-4-fluoroaniline 7 ‘
189.0 10.50
83.0 m/z 223.80 34.43%
5000 110.0
57.0
0
NN O P N N \_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

8270-BG111622.M Tue Nov 29 13:14:50 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.641 5.15 ng 194775  Acenaphthene-di10 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 92
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 27
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 25

Abundance Scan 1762 (13.641 min): BG055815.D\data.ms (-1756) (- | m/z 193.10 100.00%

198.1
55.0
123.1
5000 95.1
e

151.0 13.50 14.00
01 m/z 55.00 55.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
13.50 14.00

m/z 123.05 51.60%

151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0

—
13.50 14.00
5000 55.0 m/z 69.00 47.01%

109.0
81.0
29.0 ‘ ‘ ‘
137.0
“u\‘»wHuw_mmetm "1630 | 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67582: benzoxazole, 5,6-dimethoxy-2-methyl- —— ——
193.0 13.50 14.00

m/z 95.10  46.53%

5000
109.0
53.0 81.0 150.0
270\\\\ \“HH Ll ‘

T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

o

o

8270-BG111622.M Tue Nov 29 13:14:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1H-Indene, octahydro-2,2,4,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.393 4.52 ng 170921  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 58
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
4 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 22
5 Carbonic acid, (1R)-(-)-menthyl ... 338 C21H3803 1000392-44-7 22
Abundance Scan 1890 (14.393 min): BG055815.D\data.ms (-1886) (- | m/z 193.10 100.00%
193.1
109.1
55.0 g30
5000
P P
14.00 14.50
18.1 -
0! m/z 109.10 62.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 1938.0
) 123.0
41.0
5000 — —
98.0 14.00 14.50
m/z 55.00 55.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
P P
1230 14.00 14.50
5000 69.0 950 m/z 83.00 52.23%
‘ ‘ 151.0
obreerrrreterabeed bl b L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — ——
198.0 14.00 14.50
m/z 41.00 50.30%
5000 55.0
109.0
81.0
29.0 ‘ ‘ ‘
137.0
Y N = Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG111622.M Tue Nov 29 13:14:53 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.593 4.55 ng 172066  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 74
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 ©54832-83-6 53
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 42
4 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C1@H160 002506-61-8 38
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
Abundance Scan 1924 (14.593 min): BG055815. D\data ms (-1919) (- | m/z 207.10 100.00%
41.0 oy.1
83.0
123.1
5000
15T0
T T
14.50
276.(
0 Ww‘}w H”“H‘m‘u\w“‘lm“_m‘u“sm“_M et M/Z 41.00  85.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphth
123.0
69.0 207.0
5000 — :
14.50
m/z 55.00 82.75%
‘ ‘15 0 |
O \H‘HH‘HH‘\!H“H‘\‘!“\‘}H‘ \H“\\1\‘\‘\\\‘H\\‘HH“HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
690 1230 — |
14.50
5000 m/z 83.00 81.21%
29.0 ‘
I T —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29491: Neopentylidenecyclohexane — ‘
69.0 14.50
m/z 69.00 80.21%
39.0 152.0
0 —
m/z--> 20 40 60 80 100120140160180200220240260 14.50

8270-BG111622.M Tue Nov 29 13:14:54 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 unknownl4.634 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.634 7.22 ng 273106  Acenaphthene-die 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 49
2 2H-3,9a-Methano-1-benzoxepin, oc... 222 C15H260 005956-09-2 43
3 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 42
4 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 41
5 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38

Abundance Scan 1931 (14.634 min): BG055815.D\data.ms (-1927) (- | m/z 109.00 100.00%

558.0 109.0
81.0 207.2
137.1
5000

—r—
177.1 14.50 15.00
0 m/z 55.00 98.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #158458: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-yl acetate
43.0 123.0
69.0 95.0
5000 193.0 — —
14.50 15.00
m/z 123.10 95.38%

o

152.0
?-‘5‘?‘ il ‘\‘M‘ : ‘MH“\ . ] ‘\“\\ i ‘M‘ : ‘\! - “‘ R “‘ - 1 ‘2“2‘5“(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102103: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2
137.0 207.0

109.0

—r
14.50 15.00
5000 55.0 m/z 69.00 89.43%

81.0
164.0
29.0 ‘ ‘ ‘
0 Al b L
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphth 7
95.0 123.0 207.0 14.50 15.00

69.0 m/z 95.00  89.10%

5000
151.0

0 “ \“\ \\‘\ I ‘ “ ‘ ‘ ‘

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknownl4.675 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.675 3.64 ng 137601  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58
2 2-Anthracenamine 193 C14H11N 000613-13-8 38
3 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 38
4 Iminostilbene 193 C14H11N 000256-96-2 35
5 (1R)-1-(2,6-Dichloro-3-fluorophe... 208 C8H7C12FO0 330156-50-8 22

Abundance Scan 1938 (14.675 min): BG055815.D\data.ms (-1935) (- | m/z 193.10 100.00%
1

198
55.0 97.0
5000

T
16.0 14.50 15.00
0 m/z 55.00  68.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

69.0 950

5000 LN
14.50 15.00

m/z 97.00 68.05%

151.0
O' LTY_“—Y_Y—FY_F
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
193.0

——
14.50 15.00
5000 165.0 m/z 95.00  46.86%

97.0
70.0 | ‘ 139.0 l
L [T AT | | L I I ull
N NI | N | MRS

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68105: [1,1'-Biphenyl]-4-acetonitrile ——
193.0 14.50 15.00

m/z 109.05 45.87%

82.0 152.0

0 27.0 5:!7'0 RN [ 11?'0‘ N \\‘
L e —T— —T—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 unknownl4.928 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.928 5.36 ng 202973  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 35
2 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40 055255-85-1 25
3 Cyclopentanecarboxamide, N-(4-fl... 207 C12H14FNO 1000307-02-4 22
4 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3 129967-65-3 22
5 2-Thiopheneacetic acid, 3,5-dime... 252 C14H2002S 1000278-92-2 14
Abundance Scan 1981 (14.928 min): BG055815.D\data.ms (-1977) (- | m/z 123.10 100.00%
55.0 128.1 207.1
5000
1 175.0 1500
. 290.0 15.00
0! m/z 55.00 96.62%
miz--> 50 100 150 200 250 300
Abundance #135738: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123.0
5000 1
81.0 15.00
41.0 m/z 69.00 89.17%
H ‘\\\ Hh‘\ M w‘uh‘ L ‘ I
O T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #204980: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-p
41.0 83.0
——
15.00
5000 m/z 207.10 84.94%
125.0
206.0
ol AL w‘m VL1 50 | aao o
miz--> 50 100 150 200 250 300
Abundance #83707: Cyclopentanecarboxamide, N-(4-fluorophenyl)- —
111.0 15.00
m/z 81.00 80.86%
5000 69.0
207.0
027'0\‘ Lol 166'0 1
ettt ——
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 unknownl15.075 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.075 3.95 ng 149622  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Fluorobenzoic acid, phenyl ester 216 C13H9F02 1000299-05-5 43
2 Imidazolidin-2-one, 1-(2-fluorob... 208 C1@H9FN202 1010310-62-2 43
3 4-Fluorobenzoic acid, phenyl ester 216 C13H9F02 1000299-04-9 38
4 4-Fluoro-N-(3-pyridinyl)benzamide 216 C12H9FN20 120737-99-7 38
5 Benzamide, 3-fluoro-N-(2-phenyle... 299 C19H22FNO 1000451-30-3 38

Abundance Scan 2006 (15.075 min): BG055815.D\data.ms (-2002) (- | m/z 123.10 100.00%

123.1
5000
55.0
208.2 R ‘
10 ‘ 168.9 15.00
o% Al ‘uMJu“\“_““2“5“9(?”‘2‘?’9:‘ m/z 124.18  39.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94404: 3-Fluorobenzoic acid, phenyl ester
128.0
5000 — :
15.00
m/z 55.00 37.23%
216.0
O‘\\H“\\H‘\‘\H‘\\H“HH‘H\\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84425: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-

¢

123.0
N T
15.00
5000 ITI/Z 82.00 36.05%
75.0 208.0
42.0
Ol rrretibbrrbdeberebrerer 83k e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94403: 4-Fluorobenzoic acid, phenyl ester — ‘
123.0 15.00
m/z 69.00 34.19%
e W\MW
oL 390 750 216.0
TR e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 unknownl5.633 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.633 4.38 ng 165577  Acenaphthene-di10 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
2 (+)-(Z)-Longipinane 206 C15H26 1000156-12-3 38
3 Methyl tetrahydroionol 212 C14H280 060241-53-4 38
4 Isobisabolene 204 C15H24 1000424-85-5 25
5 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 25
Abundance Scan 2101 (15.633 min): BG055815.D\data.ms (-2097) (- | m/z 109.10 100.00%
69.0 109.1
5000
207.1
P e
49.1 ‘ 15.50 16.00
oLb— ‘;\‘ ’\MM‘ i \‘\L WM‘H nm ‘L“H\h‘h “\ ‘?‘4?1‘ ‘2‘89% m/z 123.10 95.92%
miz--> 50 100 150 200 250
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-met
41.0
5000 95.0 — —
15.50 16.00
m/z 69.00 88.03%
| \\‘\ | 1270 1640 27
O I ‘U“‘\‘ ”’ b \‘H‘\ 4 f ey “\ \“ LB I
miz--> 50 100 150 200 250
Abundance #82882: (+)-(2)-Longipinane
109.0
P e
41.0 15.50 16.00
5000 m/z 55.00 69.98%
H | /7.0 163.0 206.0
L LR e 2
m/z--> 50 100 150 200 250
Abundance #90112: Methyl tetrahydroionol —— ——
69.0
109.0 15.50 16.00
m/z 81.00 62.08%
5000
29.0 ‘ 179.0
212.0
0 oo | PR S
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acq On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknownl5.721 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.721 3.87 ng 146293  Acenaphthene-di0 14.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Fluoro-4-methylbenzaldehyde 138 C8H7FO 177756-62-6 43
2 2,6,6-Trimethyl-9-undecen-1-0l 212 C14H280 1010131-31-6 41
3 Pyrazole-4-carboxaldehyde, 1-eth... 138 C7H10N20 1000273-81-2 30
4 Pyrazole-4-carboxaldehyde, 1-eth... 138 C7H10ON20 1000273-81-1 30
5 .alpha.-Cyclopropyl-2-thiophenem... 154 C8H100S 1000370-34-8 27
Abundance Scan 2116 (15.721 min): BG055815.D\data.ms (-2113) (-~ | m/z 137.05 100.00%
55.0 137.1
5000 97.1 1931
1550  16.00
Li P o
oL———tlly m/z 55.00 91.54%
miz--> 50 100 150 200 250
Abundance #20140: 3-Fluoro-4-methylbenzaldehyde
137.0
5000 — —
15.50 16.00
83.0 m/z 109.10 78.73%
39.0 ‘ ‘
O\\‘\‘\‘H‘\“‘\\H\"\‘\\‘\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #90119: 2,6,6-Trimethyl-9-undecen-1-ol
69.0
— —
109.0 15.50 16.00
5000 m/z 138.05 69.47%
212.0
ad ]| o
NI 1 00O o
miz--> 50 100 150 200 250
Abundance #19809: Pyrazole-4-carboxaldehyde, 1-ethyl-5-methyl- — —
109.0 15.50 16.00
m/z 69.00 61.00%
5000
42.0
oL b7 L0 S
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55815.D

Acqg On : 28 Nov 2022 21:54
Operator : CG/JU

Sample : N5752-06 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Trichloroethylene 3.529 25.1 ng 453317 1 8.230 361440 20.0
Toluene 4.340 16.0 ng 289742 1 8.230 361440 20.0
2-Pentanone, 4-... 5.280 8.9 ng 161488 1 8.230 361440 20.0
Ethylbenzene 5.697 3.9 ng 70520 1 8.230 361440 20.0
p-Xylene 5.832 21.6 ng 391162 1 8.230 361440 20.0
Benzene, 1,3-di... 6.208 16.8 ng 302694 1 8.230 361440 20.0
.alpha.-Pinene 6.896 7.6 ng 137044 1 8.230 361440 20.0
2-Heptanone, 4,. 7.630 9.9 ng 179240 1 8.230 361440 20.0
Cyclohexene, 3-... 7.989 10.2 ng 183829 1 8.230 361440 20.0
p-Cymene 8.359 7.1 ng 127917 1 8.230 361440 20.0
1,3-Butadiene, ... 10.568 3.4 ng 84352 2 11.062 493356 20.0
Decahydro-1,1,4... 13.641 5.2 ng 194775 3 14.851 756852 20.0
1H-Indene, octa... 14.393 4.5 ng 170921 3 14.851 756852 20.0
Decahydro-8a-et... 14.593 4.5 ng 172066 3 14.851 756852 20.0
unknownl4.634 14.634 7.2 ng 273106 3 14.851 756852 20.0
unknownl4.675 14.675 3.6 ng 137601 3 14.851 756852 20.0
unknownl14.928 14.928 5.4 ng 202973 3 14.851 756852 20.0
unknownl15.075 15.075 4.0 ng 149622 3 14.851 756852 20.0
unknownl15.633 15.633 4.4 ng 165577 3 14.851 756852 20.0
unknownl15.721 15.721 3.9 ng 146293 3 14.851 756852 20.0
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