LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample : L4172-05

Misc :

ALS Vvial : 17 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-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3412.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.158 380 386 403 rBV 1059963 1709074 39.15% 5.448%
2 6.752 650 657 678 rBV 1029508 1823728 41.78% 5.813%
3 7.157 721 726 739 rBV 26762 59598 1.37% 0.190%
4 7.546 785 792 802 rVB 293994 459523 10.53% 1.465%
5 8.693 974 987 1000 rBV 740769 1270021 29.09% 4.048%
6 10.322 1256 1264 1281 rBV 410013 734943 16.83% 2.343%
7 12.816 1680 1688 1705 rBV 1819415 2788925 63.88% 8.890%
8 13.116 1732 1739 1750 rBV 362307 563521 12.91% 1.796%
9 13.663 1827 1832 1839 rBV 255076 358181 8.20% 1.142%
10 13.869 1862 1867 1872 rBV2 29187 55903 1.28% 0.178%
11 13.922 1872 1876 1885 rVB 54067 91341  2.09% 291%
12 14.198 1915 1923 1930 rBV 692865 1038818 23.80% 311%
13 15.257 2099 2103 2109 rBV 31431 45270 1.04%

14 15.357 2115 2120 2128 rBV 80049 133997 3.07%
15 15.704 2173 2179 2190 rBV 1510560 2309969 52.91%
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S
N
X

16 16.775 2358 2361 2371 rVB 24359 47894  1.10%
17 16.957 2386 2392 2396 rBV 922306 1313518 30.09%
18 16.998 2396 2399 2406 rVV 409255 557449 12.77%

Oo0oRr PO
~
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R

19 17.092 2410 2415 2421 rVB 107786 158079 3.62% 5047%
20 17.369 2459 2462 2468 rBV 39350 52232 1.20% 166%
21 17.833 2537 2541 2545 rBV 58168 78899 1.81% ©.252%
22 17.880 2545 2549 2555 rVV 104410 139992 3.21% 0.446%
23 18.022 2569 2573 2577 rBV2 91778 142568 3.27% 0.454%
24 18.322 2621 2624 2628 rBV 39317 51208 1.17% ©0.163%
25 18.369 2629 2632 2639 rVB3 47541 74075 1.70% ©.236%
26 18.722 2687 2692 2698 rBV3 87235 192622 4.41% 0.614%
27 18.869 2714 2717 2725 rVB3 37561 65311 1.50% ©.208%
28 18.986 2732 2737 2741 rBV 845339 1054625 24.16%  3.362%
29 19.022 2741 2743 2746 rVB 57217 53795 1.23% 0.171%
30 19.133 2759 2762 2766 rBV 37482 58359 1.34% ©.186%
31 19.339 2788 2797 2802 rBV 736664 1170725 26.82%  3.732%
32 19.545 2826 2832 2836 rBV 3483979 4365579 100.00% 13.916%
33 19.827 2877 2880 2884 rVB 120448 148558 3.40% 0.474%
34 19.921 2893 2896 2900 rBV2 89251 105116 2.41% ©.335%
35 19.980 2903 2906 2910 rVB3 65847 87304 2.00% 0.278%
36 20.557 3002 3004 3009 rVB 67604 78788 1.80% ©0.251%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample : L4172-05

Misc :

ALS Vvial : 17 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-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.792 3040 3044 3050 rBV2 431964 596043 13.65% 1.900%
38 21.063 3084 3090 3094 rBV2 1662079 2678694 61.36%  8.539%
39 21.098 3094 3096 3106 rVB 492980 586437 13.43% 1.869%
40 21.216 3113 3116 3122 rBV2 80414 111320 2.55% ©.355%
41 22.598 3346 3351 3356 rBV 506565 1045156 23.94%  3.332%
42 23.068 3427 3431 3439 rVB 253948 435332  9.97% 1.388%
43 23.162 3442 3447 3453 rBV 386681 664350 15.22%  2.118%
44 23.257 3457 3463 3469 rBV2 1008366 1813745 41.55% 5.782%

Sum of corrected areas: 31370585
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003412.D\data.ms
3500000

3000000
2500000
2000000

1500000

5.158 6.752
1000000
8.693

500000 7546 10.322

7.157
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP003412.D\data.ms
3500000 19.645

3000000
2500000
2000000 12.816

15.704
1500000

1000000 18.989 339

14.198

500000 13116 13 663

Jikest A

L e s e e R R R o i e S RIS S

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: BP003412.D\data.ms
3500000

3000000

2500000

21.063

2000000
1500000
1000000

500000

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

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.157 2.59 ng 59598 1,4-Dichlorobenzene-d4 7.546

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 45
3 Carbonic acid, 2-methoxyethyl 2,... 250 C6H9C1304 1000331-44-3 40
4 Diethyl carbitol 162 C8H1803 000112-36-7 38
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 37

Abundance Scan 726 (7.157 min): BP003412.D\data.ms (-721) (-) m/z 44.95 100.00%

45.0
5000 k
 RRRREEE L AN
thM 6.80 7.00 7.20 7.40
Oh il /7162122122811 35494172 5085 ./, 5g.95  44.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 #\\\\‘\\\\‘\\\\‘\\\\‘\
6.80 7.00 7.20 7.40
m/z 72.10 36.86%
‘ 104.0
O‘\H\Jf\l‘L‘\\\[“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- jL
45.0
R AR ENEREREEC
6.80 7.00 7.20 7.40
5000 m/z 73.05 23.79%
[ pee
Ol b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102640: Carbonic acid, 2-methoxyethyl 2,2,2-trichloroetl| T T T
45.0 6.80 7.00 7.20 7.40
m/z 43.00 17.12%
5000
131.0
T — Y S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.116 10.85 ng 563521  Acenaphthene-d10 14.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 68
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 Metacetamol 151 C8H9NO2 000621-42-1 53
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 43

Abundance Scan 1739 (13.116 min): BP003412.D\data.ms (-1732) (- m/z 109.10 100.00%

109.1
43.0
5000
| Ml 6.1 _ 13.00 1350
o hdblh 77 2512 340.94007 4891548 ./, 43 00  74.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
1300 1350
m/z 151.00 62.42%
i 20
O‘\\“1\\fJ“\d\U\L\M[‘hH‘VH\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
1300 1350
5000 ITI/Z 85.00 18.41%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 Ak
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) — —
109.0 13.00 13.50
43.0 .
m/z 68.95 18.08%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 unknownl5.357 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.357 2.58 ng 133997  Acenaphthene-die 14.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 53
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 43
3 Metacetamol 151 C8HINO2 000621-42-1 38
4 Acetaminophen 151 C8H9NO2 000103-90-2 38
5 2,3-Dehydro-1,8-cineole 152 C10H160 092760-25-3 27

Abundance Scan 2120 (15.357 min): BP003412.D\data.ms (-2115) (- m/z 109.00 100.00%

109.0
43.0
5000 213.1
= —
‘ h W u 2041 15.00 15.50
O kbl Ly ol 3041 4010 47825364 ., 43,00  71.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 - —
15.00 15.50
m/z 213.05 45.09%
W
O‘\\“\l\“ld\”\‘“\h\‘”}‘if‘\“\[\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24949: m-Isopropoxyaniline
109.0
— P
15.00 15.50
5000 m/z 151.00 41.51%
41.0 ‘\
ottt
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24779: Metacetamol e —
109.0 15.00 15.50
m/z 85.00  20.83%
5000
43.0
YU O —— - e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.880 2.13 ng 139992  Phenanthrene-die 16.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2549 (17.880 min): BP003412.D\data.ms (-2545) (-  m/z 192.05 100.00%
192.1

-

5000
= : :
73.0 \ 3021 4 17.50 18.00
ob ot lbin 332000 3021366.5428.7489.0549. /7 191 95  55.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 = —
17.50 18.00
m/z 189.05 25.86%
0 27.0 ‘960 |
‘\\\\‘\\\\‘\\\\‘\\f’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
— o
17.50 18.00
5000 m/z 193.05 15.42%
27.0 96.0
et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl- — —
192.0 17.50 18.00
m/z 165.00 14.60%
5000
83.0
O%%Qwvaw\m‘Lw,\H\W\H‘HH‘H\W\H\M\H‘H\W\ “ 7
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\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.022 2.17 ng 142568  Phenanthrene-die 16.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 38
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30
5 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 22

Abundance Scan 2573 (18.022 min): BP003412.D\data.ms (-2569) (- m/z 190.10 100.00%
19p.

9D0.1
5000
94.3 SIT :
18.00
01388 b b SOLL 3900 47625362 ./, 189 60  99.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 S ‘
94.0 18.00
' m/z 192.10 55.40%
O3LOIJ\ \
\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
e ‘
18.00
5000 ITI/Z 191.05 46.16%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde T I
39.0 190.0 18.00
m/z 187.10 21.94%
- I MMWVMMAAMNAXWMWMM%WA
0 ——
m/z--> 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\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.722 2.93 ng 192622  Phenanthrene-die 16.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 97
2 Cetene 224 C16H32 000629-73-2 83
3 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 78
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 78
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 78

Abundance Scan 2692 (18.722 min): BP003412.D\data.ms (-2687) (- m/z 206.05 100.00%

83.0 206.1
5000
{ | 1850 1900
303.1 : :
o"Hk"J““”%L"’F,{?Mw“m"mH‘“‘?"‘?‘7?_4““"{‘5‘59‘?9“‘ m/z 83.05 85.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104186: 5-Octadecene, (E)-
55.0
5000 — ——
18.50 19.00
m/z 69.00 76.90%
0 J‘ ] F\ 252.0
‘\\! [\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81241: Cetene
43.0
—— —
18.50 19.00
5000 ITI/Z 55.05 76.70%
1.0
| ‘\ ' 224.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152719: Tetradecyl trifluoroacetate — —
55.0 18.50 19.00
m/z 97.10 74.68%
5000
5.0
ol ALl 1980 o0 e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 G5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.792 4.45 ng 596043 Chrysene-d12 21.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 89
4 1-Triacontanol 438 C30H620 000593-50-0 84
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 76

Abundance Scan 3044 (20.792 min): BP003412.D\data.ms (-3040) (- m/z 83.10 100.00%

83.1
226.1
5000
‘ 20,50 21.00
4.1 : :
0bem J,J MRS I 3031 4008 47805387 ./, 97.10  90.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
53.0
5000 — —
20.50 21.00
m/z 69.10 82.74%
5.0
O‘\\J\l\’J\J\‘\”\J“\‘\h\H\\l\Q\G‘.\O\\\‘2\8\10\.?\\\\“\\\‘\\H‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
— —
20.50 21.00
5000 m/z 57.10 81.08%
125.0
o.l,J.m‘mws-o398-0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol 7 —
83.0 20.50 21.00
m/z 226.05 77.07%
- JJUL
3.0
olwhl,‘m%.ZZZ-OZfﬁO-?‘ -
m/z--> 0 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\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample ¢ L4172-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.068 4.80 ng 435332 Perylene-di2 23.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 94
Abundance Scan 3431 (23.068 min): BP003412.D\data.ms (-3427) (- m/z 252.10 100.00%
252.1
w Mb
125.0 23.00 |
0830 il 1849, | 32613940 4961 1/, 250.10  28.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 — :
23.00
m/z 253.10  22.06%
125.0
0h,.83.0 1] 187.0, |
\\\‘\\\\‘\\\\’\\\\’\\\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: BenzolK]fluoranthene
252.0
T \
23.00
5000 m/z 125.00 11.79%
126.0
0“w“‘wﬂju,“u,‘wu"‘H“‘H“‘H,“H“‘H“‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104229: Benz[e]acephenanthrylene T
252.0 23.00
m/z 251.05 10.21%
5000
126.0
0,630 || 1870, |
R A R E o e ma P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

8270-BP091520.M Wed Sep 30 12:03:36 2020 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092920\
Data File : BP0@3412.D

Acqg On : 29 Sep 2020 22:28
Operator : CG/JU

Sample : L4172-05

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
Ethanol, 2-(2-e... 7.157 2.6 ng 59598 1 7.546 459523 20.0
2,4,7,9-Tetrame... 13.116 10.9 ng 563521 3 14.198 1038820 20.0
unknown15.357 15.357 2.6 ng 133997 3 14.198 1038820 20.0
Phenanthrene, 2... 17.880 2.1 ng 139992 4 16.957 1313520 20.0
4H-Cyclopenta[d... 18.022 2.2 ng 142568 4 16.957 1313520 20.0
5-Octadecene, (E)- 18.722 2.9 ng 192622 4 16.957 1313520 20.0
5-Eicosene, (E)- 20.792 4.5 ng 596043 5 21.063 2678690 20.0
Benzo[e]pyrene 23.068 4.8 ng 435332 6 23.257 1813750 20.0
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