LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 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\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3902.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.087 27 34 44 rVWW 219038 478129 1.78% 0.478%
2 3.181 44 50 65 rVB 1020068 1370849 5.10% 1.370%
3 5.805 483 496 507 rBV 1145320 1708722 6.36% 1.708%
4 7.446 766 775 786 rBV 640317 1069412 3.98% 1.069%
5 8.275 909 916 923 rBV 540165 876029 3.26% 0.876%

6 9.440 1104 1114 1120 rBV 1664965 2827871 10.52% 2
7 11.110 1390 1398 1404 rBV 661634 1133494 4.22% 1
8 12.963 1705 1713 1723 rVB2 163031 304351 1.13% ©.304%
9 13.522 1801 1808 1815 rVB 3823461 5619637 20.91% 5
10 14.898 2036 2042 2049 rVB2 931459 1333164 4.96% 1

11 16.251 2268 2272 2288 rVB5 138680 365890 1.36% ©.366%
12 16.381 2288 2294 2302 rBV 2893379 4045400 15.05% 4.044%
13 17.634 2494 2507 2527 rBV4 2439945 10703143 39.83% 10.699%
14 17.869 2530 2547 2558 rVV 2778561 12124837 45.12% 12.120%
15 18.039 2559 2576 2587 rVB 8285856 26871473 100.00% 26.861%

16 18.228 2600 2608 2626 rVB 573124 1899358 7.07% 1.899%
17 18.475 2646 2650 2658 rVB2 417917 551022 2.05% ©.551%
18 18.775 2698 2701 2713 rVB 275147 457632 1.70% 0.457%
19 19.098 2749 2756 2766 rVB 438551 1129926 4.20% 1.129%
20 20.039 2911 2916 2924 rVB 845996 1600827 5.96% 1.600%
21 20.128 2926 2931 2937 rVB 5254097 6237227 23.21% 6.235%
22 20.486 2989 2992 2999 rVB 210073 350314 1.30% 0.350%
23 20.822 3043 3049 3054 rBV 967986 1651619 6.15% 1.651%
24 21.004 3075 3080 3089 rVB2 330245 559027 2.08% ©.559%
25 21.316 3129 3133 3141 rVB 893423 1137102 4.23% 1.137%
26 21.504 3159 3165 3171 rBV 1182786 2009356 7.48%  2.009%
27 21.657 3187 3191 3197 rVB 1205093 1590044 5.92%  1.589%
28 22.216 3279 3286 3295 rVB2 1165546 2572832 9.57%  2.572%
29 23.004 3413 3420 3428 rVB 832373 1781075 6.63% 1.780%
30 23.098 3432 3436 3451 rVB2 246174 585728 2.18% ©.586%
31 23.416 3486 3490 3498 rVB4 223757 463281 1.72% ©.463%
32 23.892 3566 3571 3582 rVB2 522681 1423784 5.30% 1.423%
33 24.133 3606 3612 3619 rVB 775353 1542766 5.74% 1.542%
34 24.921 3740 3746 3765 rVB 317174 964747  3.59%  0.964%
35 25.980 3919 3926 3939 rVB5 215743 698046 2.60% ©.698%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc

ALS vial : 7 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\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 100038114
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003902.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000 9.440

3.181 5.805
1000000 7.446 8.275 11.110
3.0497

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003902.D\data.ms
8000000

18.p039

7000000

6000000

5000000

4000000

3000000

2000000

1000000 8.298 475, 5,19.098

12.963
R A e e e e

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP003902.D\data.ms

8000000

7000000
6000000
5000000
4000000

3000000

2000000 20.822 21'%%50557 22.216

23.004 0s 5133
10000001485 21.004 28.0983.416 24.921 25.980

0|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP110320.M Wed Nov 11 14:28:49 2020 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.181 31.30 ng 1370850 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 50 (3.181 min): BP003902.D\data.ms (-44) (-) m/z 73.10 100.00%
73.1
5000

3.00 3.20 3.40 3.60

ob il 13281931 2581  3568414847435328 1) 2305  42.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 Tl T[Tl

3.00 3.20 3.40 3.60
m/z 55.00 29.88%

ol

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

73.0

=

3.00 3.20 3.40 3.60
5000 m/z 87.05  27.21%

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

Abundance #1877: Acetamide, N-ethyl- e R
30.0 3.00 3.20 3.40 3.60

m/z 41.10 13.41%

—

5000

1] ,89.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Naphthalenecarboxylic aci... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.251 5.49 ng 365890  Acenaphthene-d10 14.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 70
2 Cinnamic acid, .alpha.,.beta.-di... 176 C11H1202 1000151-56-4 46
3 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 38
4 Benzene, (1,2-dicyclopropyl-2-ph... 262 C20H22 110330-90-0 27
5 Benzene, (3-chloro-1-methyl-1-pr... 166 C1@H11Cl 1000327-43-7 27

Abundance Scan 2272 (16.251 min): BP003902.D\data.ms (-2268) (- m/z 131.05 100.00%

131.1
5000

o T
51.0

‘ \ ) 16.00 16.50
kgl bd 1121912808 354.8417.4475.1 5435 /0 176 10 61.72%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrg
131.0

5000 T
510 16.00 16.50
' m/z 158.00  46.46%

}JLJ'A‘\‘"‘H ‘\“‘h\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
176.0

P T
16.00 16.50

o

115.0
5000 m/z 115.00 42 .89%
51.0
e S A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42329: 3-Pentenoic acid, 4-phenyl- T —
131.0 16.00 16.50

m/z 130.00  38.08%

5000
51.0 |
Ly h Y L | M‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Morpholine, 4-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.869 22.66 ng 12124800 Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43
4 Hydrazinecarboxylic acid, 2-benz... 208 C10H12N203 010465-97-1 43
5 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03 1000191-33-3 42
Abundance Scan 2547 (17.869 min): BP003902.D\data.ms (-2530) (- m/z 105.00 100.00%
105.0
163.1
5000
= e
1 17.50 18.00
ol ALl | | 22502849 357.0418147595345 1 16310  63.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 jﬁ¥7
5000 — A
17.50 18.00
m/z 77.00  32.94%
219 L
‘\\\‘\‘\\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
— B
17.50 18.00
5000 43.0 m/Z 106.00 7 .85%
104.0
e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- = 1
163.0 17.50 18.00
m/z 164.10 7.70%
5000
78.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.039 50.21 ng 26871500 Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
5 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 56
Abundance Scan 2576 (18.039 min): BP003902.D\data.ms (-2559) (- 105.00 100.00%
105.0
5000 M\/\—/\
T
420 179.1 18 00
o420 |, 1791 252.9311.0 382544085004 1/, 149.00  82.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 RS :
18.00
77.00  44.97%

27.0 || 179.0
‘\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
1800

5000 51.05  11.73%
45.0 179.0
T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate ‘
105.0 18 OO

m/z 150.00 8.26%

5000
45.
Ll 4790 J\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Glyoxylamide, N-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.228 3.55 ng 1899360  Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 50
4 1,3-Dioxolane, 2,4-dimethyl-2-ph... 178 C11H1402 004359-30-2 43
5 Methyl nonyl phthalate 306 C18H2604 091485-82-4 33

Abundance Scan 2608 (18.228 min): BP003902.D\data.ms (-2600) (- m/z 105.00 100.00%

105.0163.1
5000
. —
11 18.00 18.50
Ot b 234:2 311236964299 95091 p/; 163.16  89.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
5000 T T T /\\\ T T T
18.00 18.50
m/z 77.00 34.11%

‘\\‘\‘\“‘\l\l\\‘HH‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

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

o

Abundance
163.0
. —
18.00 18.50
5000! 43.0 m/z 164.00 9.72%
104.0
s B e AR a R E e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\

Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- == —
163.0 18.00 18.50
m/z 51.00 8.17%

5000

~
[ee]
o

| J L]

Ll !
RN RN R R R R RN RN

T T
m/z--> 0 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\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.098 2.11 ng 1129930  Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2756 (19.098 min): BP003902.D\data.ms (-2749) (- m/z 57.10 100.00%

57.1
5000

L8271 1971 20 19.00 19.50
e L 29TL 2811 36634291 5019 1 n/z 43.10  61.47%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0

5000

o

7
19.00 19.50
m/z 71.10 60.49%

L ‘L,HFTP‘IQZO 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

R
19.00 19.50

5000 ITI/Z 85.10 43.09%
182.0
113.0 .0309.0
252.0 366.0
T T T T T T T T S T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- 7 —
43.0 19.00 19.50
m/z 55.10 25.11%
w MM/\W‘—M
‘1}&0 196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.039 20.14 ng 1600830 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2916 (20.039 min): BP003902.D\data.ms (-2911) (- m/z 57.10 100.00%
57.1
> ,“»~M/\fx/x
——
LW 20L 197.1 267.3 337.4 402.9 475.4534.8 20.00
oA Ly 2002 2073 3374 402.3 47545348 /7 43.10  63.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57.0
5000 — :
20.00
m/z 71.10 63.02%
127.0
\‘ i \‘\ II .\’ Iﬁl | l1\9\710 281.0 394.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— T \
20.00
5000 m/z 85.10 45 .84%
127.0 197.0 267.0 338.0
e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T
57.0 20.00
m/z 55.05 24.95%
- AL//\
| \ ||, 1270 197.0 267.0  380.0
R R aaas R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Terephthalic acid, 3-methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.486 4.41 ng 350314 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 80
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 45
4 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 35
5 Terephthalic acid, hept-3-yl oct... 376 C23H3604 1000356-64-3 35
Abundance Scan 2992 (20.486 min): BP003902.D\data.ms (-2989) (- m/z 70.10 100.00%
701 1490
261.1
5000
e
’ } 1 276 ) 20.50
ol LMl Ll 1 32093781 4510 5460 /7 149 00 85.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 1
700 20.50
149.0 m/z 261.10 73.92%
\‘\M‘\\‘\“\\‘l\\‘\\‘\l\\\‘\‘\\‘\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
261.0
149.0 L
70.0 20.50
5000 m/z 112.10 46.37%
361.0
o S S o e SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) F
70.0 20.50
1490 261.0 m/z 57.10 44.48%
WL 1L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.822 20.77 ng 1651620 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3049 (20.822 min): BP003902.D\data.ms (-3043) (- m/z 57.10 100.00%
57.1
o JLJ
— —
\1F 167.2 20.50 21.00
0 L iats, 2001 337.439514512 5159 m/z 43.10  63.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — ——
20.50 21.00
m/z 71.10 61.17%
1 239.0
\\"\}\\\l‘\F\‘\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —T
20.50 21.00
5000 m/z 85.10 44 . 66%
182.0
1250 "230.0 3090 379
AR e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane T —
57.0 20.50 21.00
m/z 55.10 24.56%
| ‘ || 1270 1970 2670  367.0
A A S e e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.004 7.03 ng 559027 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 68
2 Supraene 410 C30H50 007683-64-9 64
3 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 53
4 8-Chloro-1-octanol, benzyldimeth... 312 C17H29Cl0Si 1000375-56-9 50
5 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 47
Abundance Scan 3080 (21.004 min): BP003902.D\data.ms (-3075) (- m/z 69.10 100.00%
69.1
149.0 — :
21.00
Obrrdh M‘L‘JL L14.209.9273.1 3411 4159476.05348 ./, g1 5  52.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
5000 — :
21.00
m/z 41.10 31.37%
137.0
LUl 203.0 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
T
21.00
5000 m/z 149.00 23.37%
137.0
203.0 273.0 341.0 410.0
T[T T T S T e e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156774: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr e
69.0 21.00
m/z 95.10 14.97%
5000
137.0
204.0
T P e
uwﬂﬂ4meugéﬁfw“w‘H‘_M‘W‘H“H‘W‘H“H‘w‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 12 Cycloeicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.316 14.30 ng 1137100 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 96
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94

Abundance Scan 3133 (21.316 min): BP003902.D\data.ms (-3129) (- m/z 57.10 100.00%

n 31 . .
5000
— —
( J 196.1 21.00 21.50
R ER Y H*H‘n-uwwz‘??‘z 3530 4323 5091 n/z 55.10  92.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane
55.0
5000 — —
21.00 21.50
m/z 43.10 91.96%
L 1000z
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
21.00 21.50
5000 m/z 83.10 74.47%
125.0
238.0 434.0
T e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T —
57.0 21.00 21.50
m/z 69.05 67.85%
210.0
MW%GO —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP0@3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.504 25.27 ng 2009360 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Pentacosane 352 (C25H52 000629-99-2 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3165 (21.504 min): BP003902.D\data.ms (-3159) (- m/z 57.10 100.00%
57.1

-

5000
L I
‘ || [P/t 197.2 267.1 337.3  425.4484.5 549, 2150
0‘H‘wwhHWQ%$W\HWTH‘_‘TW‘H‘M‘H“HKM‘HW‘H‘H m/z 43.10 61.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
5000 T 1

21.50
m/z 71.10 60.17%

| ‘ ‘ | | 2270 197.0 267.0 338.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

57.0

-

T
21.50
5000 m/z 85.10 44.19%

127.0
211.0 281.0 352.0

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

Abundance #141426: Heneicosane T
57.0 21.50

m/z 55.05 24.63%

N

5000

-

| ‘ |70 1970 2960

R R e R R S RARRARRARRRRERR SRS

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 14 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.216 32.36 ng 2572830 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Heptacosane 380 C27H56 000593-49-7 76
3 2-methyloctacosane 408 C29H60 1000376-72-8 76
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 76
5 Tetracosane 338 C24H50 000646-31-1 76

Abundance Scan 3286 (22.216 min): BP003902.D\data.ms (-3279) (- m/z 57.10 100.00%

57.1
5000
262.1

22.00 22.50

(m—nh Wl HFI DAL, 8271 3991 47605349 ./, 43,10 62.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — ——

22.00 22.50
m/z 71.10 60.71%

239.0
‘\\\’\J\\\“1\%}\\“1\‘\\\‘\\\“\‘\\\3\(‘)\8\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
22.00 22.50

5000 m/z 85.10 45.97%
1270 1970 2670  380.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane o —
57.0 22.00 22.50
m/z 262.10 30.98%
5000

>

L J”lJ\M19702670 365.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BP110320.M Wed Nov 11 14:28:58 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 15 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.004 23.09 ng 1781080 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94
Abundance Scan 3420 (23.004 min): BP003902.D\data.ms (-3413) (- m/z 57.10 100.00%
57.1
> NVIA,\j\/\A,J\
T
[V [P7E 1072 23.90
b ‘J‘ Ll d2ls 2951 365.4423.2 4891548, n/z 43.10  62.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane
57.0
5000 —— ‘
23.00
m/z 71.10 61.11%
127.0 324.0
\‘\\“‘\\\\”‘\J‘\‘l\}““\“\\‘\“\‘0\\\2‘6\7\\(\)‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T
23.00
5000 m/z 85.05 46.12%
239.0
127.0 296.0
R ma e o R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- R
57.0 23.00
m/z 55.05 24.51%
o AJJ\/\\A/\/A,
LS mo0 3903660 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

8270-BP110320.M Wed Nov 11 14:28:58 2020 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

BP0©3902.D
: 10 Nov 2020 15:02
: CG/JU
L4668-01
: 7 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 9-Tricosene, (Z)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
23.098 7.59 ng 585728 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 90

m/z 57.10 100.00%

5000

Abundance Scan 3436 (23.098 min): BP003902.D\data.ms (-3432) (-
7.1
125.1 1 L
ﬁ 207.0 23.00 23.50

282.0
LA b b o 525734024001 5046 s 4310

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163018: 9-Tricosene, (2)-
55.0

5000 — —
23.00 23.50
125.0 m/z 55.10  75.63%
322.0
\MMMWOEM
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

23100 2350
5000 m/z 97.10 73.24%

125.0
210.0 283.0
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #193365: 1-Hexacosene 7 ‘
57.0 23.00 23.50
m/z 83.05 68.89%

5000
125.0
364.0
LT T S IR

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 17 unknown23.41 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.416 6.01 ng 463281 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3H,6H)Thieno[3,4-c]isoxazole, 3... 143 C6HINOS 1000115-56-0 25
2 2-Amino-4-chloro-5-methylpyrimidine 143 CS5H6CIN3 020090-58-8 11
3 Acetamide, 2-(4-chloro-3,5-dimet... 302 C15H15C1N40 1000304-79-7 11
4 1H-Pyrazole, 5-chloro-1-methyl-3... 158 C7H11CIN2 1000319-90-4 11
5 2-Chloro-6-fluorobenzyl alcohol,... 216 C11H14ClFO 1000378-14-3 11
Abundance Scan 3490 (23.416 min): BP003902.D\data.ms (-3486) (- m/z 43.10 100.00%
43.1 1
2 J\/\J\_/J
——
H“ 462.1520.8 2350
AL L R m/z 143.05 91.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20232: (3H,6H)Thieno[3,4-clisoxazole, 3a,4-dihydro-6-n
143.0
5000 1
23.50
68.0 m/z 135.05 65.46%
\\\‘\“\\‘”“\H‘\‘}\‘J}\‘\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
143.0
——
81.0 23.50 o
5000 m/z 55.10 57.73%
A e e e
miz--> 50 100 150 200 250 300 350 400 450 500 M
Abundance #146062: Acetamide, 2-(4-chloro-3,5-dimethylpyrazol-1-y T
143.0 23.50
m/z 394.35 52.97%
5000
42.0
‘ 302.0
HlW%W\wmww‘u“‘H“,H“pu“‘H“‘H“‘H“‘H“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
BP003902.D
: 10 Nov 2020 15:02
: CG/JU
L4668-01
Sample Multiplier: 1

: 7

le

ry

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 18 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.892 18.46 ng 1423780 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3571 (23.892 min): BP003902.D\data.ms (-3566) (- m/z 57.10 100.00%
57.1

-

5000
— ——
) FFM 1071 23.50 24.00
oAbk LE T 1972 | 281034114000 8042 - y/p 7110 60.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 — —

23.50 24.00
m/z 43.10 56.27%

| } ‘ Vl‘ 1719 197.0 267.0  365.0

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

-

Abundance
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 47 .76%
127.0 1970 296.0
T P T T ] e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- — —
57.0 23.50 24.00
m/z 55.10 22.97%
127.0 239.0
e PPas0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 19 Pentacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24.921 12.51ng 964747 Perylene-diz 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentacosane 352 cosws2 000629-99-2 97

2 Tricosane 324 C23H48 000638-67-5 94
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3746 (24.921 min): BP003902.D\data.ms (-3740) (- m/z 57.10 100.00%
7.1

5
5000

LLRRTE 2251 3261 392.0 4612 5352 2.00
O A g S PSR TR T O m/z 43.10 62.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57.0
5000 T
25.00

m/z 71.10 57.18%

127.0
! “ ) \’ ﬁ | 1y \2;"1'.0 281.0 352.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

5000 m/z 85.10  47.25%

324.0
127.0 1970 267.0
S 8 i e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #209566: Octacosane
57.0 25.00
m/z 55.10 25.64%
5000
1111, 2270 1970 281.0 394.0
R o AR A EAALE RN E RS ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 .gamma.-Sitosterol

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
25.980 9.05 ng 698046 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
2 .beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 22
5 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 16

Abundance Scan 3926 (25.980 min): BP003902.D\data.ms (-3919) (-
43.1

145.0

5000

I MH

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

Abundance #217434: .gamma.-Sitostero

43.0

5000
414.0

213.0 303.0

I w |

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

43.0

5000 105.0

414.0
213.0 329.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210541: Stigmastan-3,5-diene

43.0

396.0
5000

147.0

‘ \Jh““nmﬂ\nn 2550

m/z 43.10 100.00%

7
26.00

m/z 55.10 63.87%

7
26.00

m/z 57.10 57.09%

7
26.00

m/z 145.00  49.91%

-

26.00

m/z 105.10  48.00%

5

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

7
26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3902.D

Acqg On : 10 Nov 2020 15:02
Operator : CG/JU

Sample : L4668-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
Butane, 2-metho... 3.181 31.3 ng 1370850 1 8.275 876029 20.0
1-Naphthaleneca... 16.251 5.5 ng 365890 3 14.898 1333160 20.0
Morpholine, 4-p... 17.869 22.7 ng 12124800 4 17.628 10703100 20.0
Diethylene glyc... 18.039 50.2 ng 26871500 4 17.628 10703100 20.0
Glyoxylamide, N... 18.228 3.5 ng 1899360 4 17.628 10703100 20.0
Eicosane 19.098 2.1 ng 1129930 4 17.628 10703100 20.0
Octacosane 20.039 20.1 ng 1600830 5 21.657 1590040 20.0
Terephthalic ac... 20.486 4.4 ng 350314 5 21.657 1590040 20.0
Heptadecane, 9-... 20.822 20.8 ng 1651620 5 21.657 1590040 20.0
Squalene 21.004 7.0 ng 559027 5 21.657 1590040 20.0
Cycloeicosane 21.316 14.3 ng 1137100 5 21.657 1590040 20.0
Tetracosane 21.504 25.3 ng 2009360 5 21.657 1590040 20.0
Heptacosane 22.216 32.4 ng 2572830 5 21.657 1590040 20.0
Tricosane 23.004 23.1 ng 1781080 6 24.133 1542770 20.0
9-Tricosene, (Z)- 23.098 7.6 ng 585728 6 24.133 1542770 20.0
unknown23.41 23.416 6.0 ng 463281 6 24.133 1542770 20.0
2-methyloctacosane 23.892 18.5 ng 1423780 6 24.133 1542770 20.0
Pentacosane 24.921 12.5 ng 964747 6 24.133 1542770 20.0
.gamma.-Sitosterol 25.980 9.1 ng 698046 6 24.133 1542770 20.0
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