LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS Vvial : 11 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_ P\Methods\8270E-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5288.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 367 373 379 rVB 1241672 1815520 55.82% 7.660%
2 6.828 631 636 638 rBv 106611 168265 5.17% 0.710%
3 6.875 638 644 645 rVW 1163062 1915331 58.89% 8.081%
4 6.899 645 648 663 rVB 1597204 2450997 75.36% 10.342%
5 7.299 712 716 725 rVB3 18242 36577 1.12% 0.154%
6 7.675 771 780 787 rBV 240782 380166 11.69% 1.604%
7 7.740 787 791 798 rVW 130199 182634 5.62% 0.771%
8 8.840 970 978 985 rBV 788967 1244168 38.26% 5.250%
9 9.404 1063 1074 1082 rVB5 11097 39370 1.21% 0.166%
10 10.299 1210 1226 1241 rBV 363402 1284382 39.49% 5.419%
11 10.463 1243 1254 1260 rVV 289446 486590 14.96% 2.053%
12 11.487 1423 1428 1437 rBVS5S 26079 58203 1.79% 0.246%
13 11.987 1506 1513 1524 rBV 566121 897120 27.58% 3.785%
14 12.863 1656 1662 1666 rVB 33893 51392 1.58% 0.217%
15 12.951 1667 1677 1686 rVV 1598552 2190198 67.34% 9.241%
16 13.745 1806 1812 1816 rVV3 38586 56027 1.72% 0.236%
17 13.816 1816 1824 1828 rVV4 59641 126031 3.88% 0.532%
18 13.863 1828 1832 1840 rVBle 17441 36436 1.12% 0.154%
19 14.157 1878 1882 1887 rBV4 34203 49414 1.52% 0.208%
20 14.234 1892 1895 1901 rVB3 31390 45934 1.41% 0.194%
21 14.339 1902 1913 1920 rVB2 441759 696114 21.40%  2.937%
22 15.604 2124 2128 2132 rBV2 58059 80553 2.48% 0.340%
23 15.839 2163 2168 2174 rVB 325602 451484 13.88% 1.905%
24 16.086 2203 2210 2215 rBV2 146306 271430 8.35% 1.145%
25 16.186 2223 2227 2231 rBV 51370 79809 2.45% 0.337%
26 16.245 2233 2237 2243 rW5 44793 83628 2.57% 0.353%
27 16.304 2245 2247 2251 rVV3 28596 35529 1.09% 0.150%
28 16.875 2339 2344 2348 rBV3 245802 385761 11.86% 1.628%
29 17.104 2378 2383 2387 rBV 579665 844913 25.98% 3.565%
30 17.198 2395 2399 2402 rBV 139025 170216 5.23% 0.718%
31 18.151 2558 2561 2568 rVB 295967 366918 11.28%  1.548%
32 18.992 2700 2704 2713 rVB 279342 411784 12.66% 1.737%
33 19.139 2725 2729 2733 rVB 175025 234669 7.22% 0.990%
34 19.480 2784 2787 2795 rVB 165466 266524 8.19% 1.125%
35 19.680 2816 2821 2828 rVB 2734815 3252296 100.00% 13.723%

36 20.916 3028 3031 3039 rVB3 329541 497626 15.30%  2.100%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc

ALS Vvial : 11 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_ P\Methods\8270E-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.986 3040 3043 3050 rVB 196511 254678 7.83% 1.075%
38 21.116 3062 3065 3070 rVB 245157 271138  8.34% 1.144%

39 21.204 3075 3080 3084 rBV 712635 943393 29.01%  3.981%
40 23.474 3461 3466 3473 rVB2 317695 587127 18.05% 2.477%

Sum of corrected areas: 23700345
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

2500000

2000000

1500000

1000000

500000

: 13 Apr 2021 15:44
: CG/JU
: M1998-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
BP005288.D

: 11 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP005288.D\data.ms

5.281

1079963

9.404 11.487

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005288.D\data.ms
19.680

12.951

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005288.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 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\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.740 9.61 ng 182634 1,4-Dichlorobenzene-d4 7.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 72
3 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 64
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 59
5 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 56
Abundance Scan 791 (7.740 min): BP005288.D\data.ms (-787) (-) m/z 57.05 100.00%
57.0

-

5000
M } 7.40 7.60 7.80 8.00
b4l 126218592499 3418 414347239305  m/z 41.05  41.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 L L L B IR R
7.40 7.60 7.80 8.00
m/z 55.10  33.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13662: 2-Propyl-1-pentanol
57.0
R AR RE AR o
7.40 7.60 7.80 8.00
5000 m/z 70.10 33.05%
o“,ﬂi\,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #165275: 2-Ethyl-1-hexanol, heptafluorobutyrate R BRREESS S

57.0 7.40 7.60 7.80 8.00
m/z 83.05 25.63%
5000
‘M 169.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Piperidinone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.299 52.79 ng 1284380 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 91
2 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 72
3 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 59
4 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 43
5 Allyl Isothiocyanate 99 C4H5NS 000057-06-7 32

Abundance Scan 1226 (10.299 min): BP005288.D\data.ms (-1210) (-  m/z 99.10 100.00%
99.1

>

5000
41.0
—— —
‘ ‘ } 10.00 10.50
o MAl | 2069 28013389397.24632 5340 /) 4210  39.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3481: 2-Piperidinone
99.0
5000 300 A RN
10.00 10.50
\\} m/z 43.10 36.67%
O‘\\J\L[‘JW\W\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3505: 2-Pyrrolidinone, 1-methyl-
99.0
—= o
10.00 10.50
5000 m/z 41.05 33.05%
28.
o_“‘w"ul"u ST SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3442: 5-Amino-3-methyl-1,2,4-oxadiazole P =
99.0 10.00 10.50
m/z 70.05 23.37%
5000
28.
O‘JW4NLH L o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.487 2.39 ng 58203 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 59
4 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 53
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 53

Abundance Scan 1428 (11.487 min): BP005288.D\data.ms (-1423) (- m/z 71.10 100.00%

71.1
5000
11550
1489 :
o b ) 4 [¥ 22070 279134504082 5089 ./, 57,19  94.17%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
11.50
m/z 43.10 47.91%
O\\J‘\\‘\|\\\‘ﬂ‘\A\A\\l“\\:L\RT\(\)\\2‘6\7\\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19194: Octane, 2,6-dimethyl-
57.0
P
11.50
5000 ITI/Z 41.05 44 ,99%
ouhhuh&ﬁhgw‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H_ JWWMmeMﬂMWWJWMA]
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52086: Oxalic acid, ethyl neopentyl ester e
57.0 11.50
m/z 69.05 31.05%
- WVW\”
‘ 133.0
o L e —
m/z--> 50 100 150 200 250 300 350 400 450 500 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1Indole Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.987 36.87 ng 897120 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 95
2 Benzyl nitrile 117 C8H7N 000140-29-4 91
3 5H-1-Pyrindine 117 C8H7N 000270-91-7 91
4 Indolizine 117 C8H7N 000274-40-8 91
5 Benzonitrile, 2-methyl- 117 C8H7N 000529-19-1 87

Abundance Scan 1513 (11.987 min): BP005288.D\data.ms (-1506) (- m/z 117.05 100.00%

117.1
5000

T
39.0 12.00

Obrkphod 177323502950 3848 48245006 1/, o9 05  57.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8573: Indole
117.0
5000 T
12.00
m/z 89.10 43.96%
5%0
O‘\\‘\‘k]‘“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8584: Benzyl nitrile
117.0
T
12.00
5000 ITI/Z 63.10 20.28%
51.0
o"‘-JL,H'JMw‘HHWH_Hw‘m‘WWWH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8578: 5H-1-Pyrindine —
117.0 12.00
m/z 62.00 9.60%
5000
39.0
o"m'l,‘lhww‘HH‘HHww‘m‘WWWHWW A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentadecane, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.816 3.62 ng 126031  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 72
2 Undecane 156 C11H24 001120-21-4 58
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 47

Abundance Scan 1824 (13.816 min): BP005288.D\data.ms (-1816) (- m/z 71.10 100.00%

71.1
5000
— ——
“ 16’3'1 2679 13.50 14.00
Ol tfibibibd g il 2679 335.1397.0 4946 n/z 57.05  69.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83040: Pentadecane, 7-methyl-
57.0
5000 — ——
13.50 14.00
m/z 43.10 59.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28424: Undecane
57.0
— ——
13.50 14.00
5000 m/z 85.10 40.25%
M { 156.0
[ |
o_“‘ SR ea San
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48850: Dodecane, 4-methyl- — —
43.0 13.50 14.00
m/z 55.10 39.02%
o WWHJ\J\WM
‘ ‘ 140.0
o_“m“u‘M_m!,‘m‘H‘wHwWWWWWW — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP040921.M Wed Apr 14 15:25:17 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.604 2.31 ng 80553  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
2 Tridecane 184 C13H28 000629-50-5 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 64
5 Tetracosane 338 C24H50 000646-31-1 59

Abundance Scan 2128 (15.604 min): BP005288.D\data.ms (-2124) (- m/z 57.10 100.00%
57.1

i

5000
' 2352 15.50 16.00
0 b "‘w ikt M J‘ 2o2£300.33983 4312 5330 m/z 71.10  81.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 T ——
15.50 16.00
m/z 43.10 47 .25%
169.0
O‘\\d\\‘\H‘\]\“W\WJ\W[\1\\‘\\2\4\.‘879\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48832: Tridecane
57.0
— —
15.50 16.00
5000 ITI/Z 41.10 33.04%
1]} gesoise0
Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T ——
57.0 15.50 16.00

m/z 85.10 31.81%

| ‘ | 1270 197.0 267.0 380.0

o"H‘_‘H_‘H‘HH‘HH‘HH_‘H_m‘w_ww_ = —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.086 6.43 ng 271430  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 92
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 78
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
4 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 70
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64

Abundance Scan 2210 (16.086 min): BP005288.D\data.ms (-2203) (- m/z 71.10 100.00%

71.1
5000
16.00 |
183.3 :
oA du\L“-«‘ " do 2342 3818 44305127 n/z 57.10  89.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 —
16.00
m/z 43.05 53.99%
169.0
O‘\\d\l\“\H‘\]\J“A\J\W[\L\\‘\\2\4\.‘879\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117640: Tridecane, 7-hexyl-
57.0
T \
16.00
5000 ITI/Z 85.10 37.14%
182.0
ob it 1240 | 2400
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59892: Tridecane, 4-methyl- T ‘
43.0 16.00
m/z 41.10 34.67%
. Mﬂ/ww
e
O ettt e e e e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl6.875 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.875 9.13 ng 385761  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5,8a-Trimethyldecalin-1-one 194 C13H220 1000195-96-1 43
2 Cyclohexanone, 3-(4-hydroxybutyl... 184 C11H2002 091212-98-5 35
3 3-Buten-2-one, 4-(6,6-dimethyl-1... 178 C12H180 065133-79-1 14
4 2-(Cyanoimino)oxazolidine 111 C4H5N30 050411-06-8 14
5 Tetrahydrocarvone 154 C10H180 000499-70-7 14

Abundance Scan 2344 (16.875 min): BP005288.D\data.ms (-2339) (- m/z 111.10 100.00%

43.1 1111
5000 178.2
— —
| Mi Lk 20 S
oL AMIRLLLRLL L. 2559 341240014638 8322 1/, 43.16 93.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56378: 5,5,8a-Trimethyldecalin-1-one
111.0
5000 — e
41.0 16.50 17.00
\N’ 179.0 m/z 67.10 58.02%
O \“\Tll‘lh\l\‘l“\\“l‘u ‘JL“&%\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48547: Cyclohexanone, 3-(4-hydroxybutyl)-2-methyl-
111.0
— —r
16.50 17.00
50001 41. ITI/Z 107.10 46.51%
184.0
LA,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44062: 3-Buten-2-one, 4-(6,6-dimethyl-1-cyclohexen-1-y P ——
43.0 16.50 17.00
121.0 m/z 178.20 46.30%
5000
178.0
0 }J‘J“m‘m‘W"‘m‘”}"“l‘ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentadecanone, 6,10,14-tr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.198 4.03 ng 170216  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H360 000502-69-2 93
2 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 59
3 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 43
4 Cyclopentolate 291 C17H25NO3 000512-15-2 35
5 1,3-Propanediamine, N,N,N',N'-te... 138 C7H18N2 000110-95-2 35

Abundance Scan 2399 (17.198 min): BP005288.D\data.ms (-2395) (-  m/z 43.10 100.00%

43.1
5000
W oo 1
8.2 250.3 : :
0l fﬂwwmﬁkwuw*eu“‘§?§3§79?-ﬂ3%5‘5%%4" m/z 58.05 77.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117630: 2-Pentadecanone, 6,10,14-trimethyl-
58.0
5000 P T
17.00 17.50
}‘ 25T0 m/z 71.10  66.84%
O‘\\JI\J‘JWJJH‘\\I\\h\‘:H\%rﬂ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59808: 2-Undecanone, 6,10-dimethyl-
43.0
—r —
17.00 17.50
5000 ITI/Z 69.10 44.,10%
180.0
llteee,
o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12506: 2-Heptanone, 4-methyl- — —
43.0 17.00 17.50
m/z 55.10 41.99%
5000
h ‘1 128.0
o‘J"‘MH‘W_‘H_m‘mmeH_m_m_m_ — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 5,10-Diethoxy-2,3,7,8-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.151 8.69 ng 366918 Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,10-Diethoxy-2,3,7,8-tetrahydro... 250 C14H22N202 1000190-75-5 64
2 6,6-Dimethyl-cyclohex-2-en-1-0l 126 C8H140 038313-10-9 43
3 L-Proline, N-(3-cyclopentylpropi... 309 C18H31NO3 1000346-41-0 40
4 2,7-Dimethyl-2,7-octadien-1-amine 153 C10H19N 077984-58-8 36
5 L-Proline, N-(3-cyclopentylpropi... 295 C17H29NO3 1000346-40-9 33
Abundance Scan 2561 (18.151 min): BP005288.D\data.ms (-2558) (- m/z 70.10 100.00%
70.1
5000
194.2
= =
‘ ‘ ‘ 28.0 18.00 18.50
obhad SO, [ 2579 34133988 47515318 1/, 194.15  27.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102245: 5,10-Diethoxy-2,3,7,8-tetrahydro-1H,6H-dipyrrc
70.0
5000 — ——
194.0 18.00 18.50
m/z 41.10 24.75%
‘ } 137.0
O \JI\J\l“\\J\l\|‘\|\l\h\l‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11446: 6,6-Dimethyl-cyclohex-2-en-1-ol
70.0
— —
18.00 18.50
5000 m/z 69.10 17.42%
0 \\‘\“‘AI\“\”\“]-\‘Z\E.\?\\\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\ A/\AA/V\W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152085: L-Proline, N-(3-cyclopentylpropionyl)-, pentyl es T —
70.0 18.00 18.50
m/z 68.05 17.13%
5000
194.0
Y SR O SO S A — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 1,3-Dioxolane, 4-ethyl-5-oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.992 9.75 ng 411784  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 4-ethyl-5-octyl-2... 350 C15H24F602 038274-73-6 55
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 46
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 38
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 38
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 35

Abundance Scan 2704 (18.992 min): BP005288.D\data.ms (-2700) (-  m/z 71.10 100.00%
711

5000

%

19.00
27
_Hl‘,‘ 1 Ml' ‘«2“?9“2 2783 3874 45225182 4/, 69.10  67.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #183679: 1,3-Dioxolane, 4-ethyl-5-octyl-2,2-bis(trifluorom
69.0

o

i

5000 1900
281.0 :
m/z 43.10 65.43%
e e
O‘\\\‘\’\\I‘WI\T[\\\‘\‘Wfl\‘\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43.0
——
19.00
5000 1.0 m/z 84.10 64.29%

|| ! ‘ | 181.0 250.0308.0 378.0438.0

%

ob bbb S ATEERTS TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0 19.00
m/z 55.10 56.04%
w WMA\J\'W
250.0
o_‘\\ ’J‘m‘Hﬂl —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP©@5288.D

Acqg On : 13 Apr 2021 15:44

Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 Octadecane, 1-(ethenyloxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.916 10.55ng 497626  Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 CooHae0 000930-02-9 95

2 Behenic alcohol 326 C22H460 000661-19-8 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 87

Abundance Scan 30
57.1

5000

31 (20.916 min): BP005288.D\data.ms (-3028) (-,

5.2
Mh.m . 2072 2811 3625  475.3534.1

m/z--> 0 50

Ol A b S SR8 IR

100 150 200 250 300 350 400 450 500 550

m/z 57.10 100.00%

—
21.00

m/z 69.10 94.76%

Abundance #141404: Octadecane, 1-(ethenyloxy)-
43.0
5000 L
21.00
' m/z 83.10 91.73%
1.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcoho
83.0
——
21.00
5000 m/z 55.10 83.92%
own\M#F?:OZ,ZZ-OZBO-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 T
57.0 21.00
m/z 97.10 82.45%
5000
125.0
o ULl 1 a9s0  sos0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP040921.M Wed Apr 14 15:25:23 2021

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 Diethylene glycol dibenzoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.986 5.40 ng 254678 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204 1000297-07-0 53
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 53
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 47
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 43

Abundance Scan 3043 (20.986 min): BP005288.D\data.ms (-3040) (- m/z 105.10 100.00%

105.1
5000
—
43,1 230.2 21.00
Obrrrtfrth gl 1072 290.2201.4 372.3431.4491.3549.  1/7 149.05  61.42%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 U
21.00
‘ m/z 77.10 51.27%
27.0 179.0
O‘\\\\’\\l\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166062: 2,3-Dimethyl-4a,8a-diphenyl-hexahydro-[1,4]dic

-

105.0
——
21.00
5000 m/z 51.00 8.73%
41.
ol PW'O 271.0
R A RRAREE RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy T
105.0 21.00

m/z 106.05 7.35%

5000

=

450 | 179.0
O e st m BV T e -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5288.D

Acqg On : 13 Apr 2021 15:44
Operator : CG/JU

Sample : M1998-08

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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|
1-Hexanol, 2-et... 7.740 9.6 ng 182634 1 7.675 380166 20.0
2-Piperidinone 10.299 52.8 ng 1284380 2 10.463 486590 20.0
Hexadecane, 2,6... 11.487 2.4 ng 58203 2 10.463 486590 20.0
Indole 11.987 36.9 ng 897120 2 10.463 486590 20.0
Pentadecane, 7-... 13.816 3.6 ng 126031 3 14.339 696114 20.0
2-Bromo dodecane 15.604 2.3 ng 80553 3 14.339 696114 20.0
Tridecane, 7-he... 16.086 6.4 ng 271430 4 17.104 844913 120.0
unknown16.875 16.875 9.1 ng 385761 4 17.104 844913 120.0
2-Pentadecanone... 17.198 4.0 ng 170216 4 17.104 844913 120.0
5,10-Diethoxy-2... 18.151 8.7 ng 366918 4 17.104 844913 20.0
1,3-Dioxolane, ... 18.992 9.8 ng 411784 4 17.104 844913 120.0
Octadecane, 1-(... 20.916 10.6 ng 497626 5 21.204 943393 20.0
Diethylene glyc... 20.986 5.4 ng 254678 5 21.204 943393 20.0
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