LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP082420 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.258 395 403 416 rBVY 1624559 2402927 32.75% 3.084%
2 6.834 664 671 686 rBY 1511621 2512720 34.25% 3.224%
3 7.646 802 809 817 rBV 666243 1042524 14.21% 1.338%
4 8.793 989 1004 1018 rBY 1046960 1808777 24.65% 2.321%
5 10.422 1273 1281 1294 rBV 908363 1577116 21.50% 2.024%
6 12.845 1688 1693 1697 rBV3 66259 97951 1.34% 0.126%
7 12.904 1697 1703 1713 rVV 3146350 4745062 64.68% 6.089%
8 13.134 1739 1742 1749 rVB2 81021 112265 1.53% 0.144%
9 13.498 1800 1804 1808 rBV2 73864 114310 1.56% 0.147%
10 13.745 1838 1846 1851 rBV 370553 583481 7.95% 0.749%

11 13.798 1852 1855 1859 rVB4 76781 102591 1.40% 0.132%
12 14.216 1921 1926 1930 rBV 208280 272236 3.71% 0.349%
13 14.287 1932 1938 1949 rVvV2 1407461 2160709 29.45% 2.773%
14 14.675 1998 2004 2007 rBv4 55654 123284 1.68% 0.158%
15 14.839 2028 2032 2040 rVB6 114612 216003 2.94% 0.277%

16 15.169 2084 2088 2093 rVB 309814 384845 5.25% 0.494%
17 15.581 2155 2158 2162 rVB 197100 271942 3.71% 0.349%
18 15.733 2180 2184 2187 rBV4 80016 139349 1.90% 0.179%
19 15.786 2187 2193 2202 rVB 2196231 3304231 45.04% 4.240%
20 16.034 2231 2235 2238 rBV 465972 632702 8.62% 0.812%

21 16.439 2301 2304 2311 rVB3 180640 249669 3.40% 0.320%
22 16.828 2366 2370 2374 rBV 500409 609985 8.31% 0.783%
23 16.881 2376 2379 2387 rVB 285656 460469 6.28% 0.591%
24 17.039 2401 2406 2411 rBV 1631022 2267355 30.91% 2.910%
25 17.569 2492 2496 2500 rBV 548731 672960 9.17% 0.864%

26 17.610 2500 2503 2509 rVB3 196175 259482 3.54% 0.333%
27 17.739 2520 2525 2529 rVB 2079262 2466229 33.62% 3.165%
28 17.969 2558 2564 2578 rBV 1549746 2646518 36.07% 3.396%
29 18.151 2585 2595 2602 rVB2 416082 1453471 19.81% 1.865%
30 18.216 2602 2606 2608 rVV 276085 365397 4.98% 0.469%

31 18.251 2608 2612 2626 rVV3 948284 3160152 43.08% 4 _055%
32 18.398 2627 2637 2646 rVB 1753847 4864745 66.31% 6.243%
33 18.845 2708 2713 2715 rBV 4816759 6214513 84.71% 7.975%
34 18.880 2715 2719 2722 rVB2 5450277 7336356 100.00% 9.414%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.004 2736 2740 2745 rBV 1415069 1648769 22.47% 2.116%

36 19.063 2746 2750 2751 rVVv2 399156 478998 6.53% 0.615%
37 19.086 2751 2754 2766 rVvVv 923984 1857514 25.32% 2.384%
38 19.204 2770 2774 2783 rVB2 627358 987005 13.45% 1.267%
39 19.416 2806 2810 2820 rVB2 648520 864866 11.79% 1.110%
40 19.616 2839 2844 2849 rVB 5197137 6259705 85.32% 8.033%

41 19.933 2895 2898 2901 rBV 403908 451338 6.15% 0.579%
42 20.069 2919 2921 2925 rVB 206389 192434 2.62% 0.247%
43 20.422 2978 2981 2988 rVB 341445 416021 5.67% 0.534%
44 20.863 3053 3056 3061 rVvB2 719952 917432 12.51% 1.177%
45 21.133 3097 3102 3107 rBV 2084672 2837464 38.68% 3.641%

46 21.298 3127 3130 3133 rBV 323505 335618 4._.57% 0.431%
47 21.445 3152 3155 3160 rVB 303253 426114 5.81% 0.547%
48 21.733 3201 3204 3212 rVB2 426006 692254 9.44% 0.888%
49 22.192 3279 3282 3286 rVB 377807 437367 5.96% 0.561%
50 22.704 3366 3369 3374 rVB2 503968 687436 9.37% 0.882%

51 23.368 3476 3482 3490 rVB 1475116 2804723 38.23% 3.599%

Sum of corrected areas: 77927384
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BP003240.D

6000000
5000000
4000000
3000000

2000000 5.26 6.83

8.79
10.42
1000000 765 }l

R R T s R E Eama s e S e

T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP003240.D

.88
6000000 19.62
5000000
4000000
12.90

3000000

2000000

1000000

19,3307 20.
13
12)89:3.13 13.5018.80

O e B e e e e e e e L B o o o B o o o o e L e e e o e e o o LA o e o s o o

Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP003240.D

6000000
5000000
4000000

21.13
3000000 2337

2000000

20.86 22.70

31.73 22.19

12304

1000000

e

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.56 ng 384845 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 2088 (15.169 min): BP003240.D (-2084) (-) m/z 57.10 100.00%
57.1
2000 \A¢yﬂbﬂ.~,/\,f\nm_vuwva,/&wj
9.0 14.80 15.00 15,20 15.40
obrbd 4 | 141-11831226.3 2800 3650 413.0457.8806.0547.4| 175771 10  75.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane
57.0
5000 L SR BRI BRI I B
mmmmmmmm
m/z 43.10 64 .02%
J 9-0141.0183.0226.0
m/z--> Sb 160 150 200 250 300 3%0 460 4%0 560 séo
Abundance #209566: Octacosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 56.12%
9.0
| | ,141.0183.0225.0 281.0 337.0 394.0
m/z--> Sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester A R ma
43.0 14.80 15.00 15.20 15.40
m/z 41.10 31.89%
h i V\/\/\JVWA
I {.27 0 197 0 9261.0
mz> 850 100 180 200 2% 300 380 40 450 560 5% 14.80 15.00 15,20 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.03 5.58 ng 632702 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 93
4 Octadecane 254 C18H38 000593-45-3 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91

Abundance Scan 2234 (16.028 min): BP003240.D (-2231) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40
m/z 71.10 75.29%

o 169.1  240.2282.8327.1 386.4428.6 478.9 528.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

-

15.80 16.00 16.20 16.40
9.0 m/z 43.05  63.45%

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

5000

%

Abundance #141431: Eicosane, 10-methyl-
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 53.91%
9.0
154.0
\ 1. \\,197023902810
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105898: Heptadecane, 8-methyl- R Ee AR R AR REE
57.0 15.80 16.00 16.20 16.40
m/z 41.05 31.08%
5000
126.0
169.0 239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.83 5.38 ng 609985 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 96
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 94
3 Octacosane 394 C28H58 000630-02-4 94
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 93
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2370 (16.828 min): BP003240.D (-2366) (-) m/z 57.10 100.00%
57.1
5000 N/\/\MAJLMA
ot "' 16:60 16.80 17.00 17.20
141.1 1921 : : : :
obrd L, 1, Ll iz 2543 82503686 417.1 4681 8354 | Tz 71.10  78.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
5000 LR LRI SULELLE BB U
16 60 16. 80 17. 00 17. 20
9.0 m/z 43.10 62.28%
J%4}?}8902250267030903510 422.0
m/z--> sb 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance #152416: Tridecane, 1-iodo-
57.0
"' 16.60 16.80 17.00 17.20
5000 m/z 85.10 58.15%
183.0
| 301410 { 3100
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #209566: Octacosane A E o e
16.60 16.80 17.00 17.20
m/z 41.10 29.94Y%
N MA/JAVW\
141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1660 1680 1700 1720
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.88 4_.06 ng 460469 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Nonacosane 408 C29H60 000630-03-5 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 80
Abundance Scan 2379 (16.881 min): BP003240.D (-2376) (-) m/z 57.10 100.00%
5000 WJLM/\A
113.1 S JLa LR

16.60 16.80 17.00 17.20
m/z 71.10 89.30%

o 55.1197.2 9531297.4 354.9 402.3443.3488.9532.5

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105886: Octadecane
57.0
5000 LA L L L L L LB

16.60 16.80 17.00 17.20
m/z 85.10 57.22%

9.0
/1 141. 0183 0 254 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane
57.0
R B .
16.60 16.80 17.00 17.20
5000 m/z 43.10 45.26%
9.0
| lﬁ4f?%8§02250267030903510 408.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane AR EREEE RS
57.0 16.60 16.80 17.00 17.20
m/z 41.10 24 .18%
5000

%

0
][41'0183.0226'0

IIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.57 5.94 ng 672960 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Heptacosane 380 C27H56 000593-49-7 93
3 Octacosane 394 C28H58 000630-02-4 93
4 Nonadecane 268 C19H40 000629-92-5 92
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2496 (17.569 min): BP003240.D (-2492) (-) m/z 57.10 100.00%

5000

9.0 LI [ L B
17.20 17.40 17.60 17.80
411 1971  268.3 329.8371.0416.1457.2 521.6

0 m/z 71.10 78.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
5000 LA L L L L LB L
17.20 17.40 17.60 17.80
9.0 m/z 43.10 61.04%
1 141-0183.0225.0267.0309.0351.0  422.0
o e o e A I B B B e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
R N ERa e
17.20 17.40 17.60 17.80
5000 m/z 85.10 59.83%
9.0
I |, 141.0183. 0225 0267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane R R o
17.20 17.40 17.60 17.80
m/z 41.10 29.32%
5000

141.0183.0225.0 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.74 21.75 ng 2466230 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 81
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
Abundance Scan 2525 (17.739 min): BP003240.D (-2520) (-) m/z 74.00 100.00%
74.0
5000
N a0 175 1780 1950
270.2 : : : :
Ot bbby LTy T 823936824151 497.1539.0 m/z 87.00 79.79%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 AR RSN RAERA RARRY
17,40 17.60 17.80 18.00
143.0 m/z 43.10 23.38%
29, 185,0227-0270.0
|'“'|"L”"!w“’J”"'*""""w"""'w"'w"'w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95860: Methyl tetradecanoate
74.0

17.40 17.60 17.80 18.00
5000 m/z 143.05 22.82%

14?0 199.0242.0

IAIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #84485: Tridecanoic acid, methyl ester AR RS
74.0 17.40 17.60 17.80 18.00

m/z 55.05 21.77%

5000

143.0

IIIIIIIIILIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.97 23.34 ng 2646520 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2564 (17.969 min): BP003240.D (-2558) (-) m/z 73.00 100.00%

74.0
5000 '

17. 60 17. 80 18 00 18. 20
0 299.1 355.2 400.9 480.2 525.6 m/z _ 60.00 73.01%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

5000 T
17. 60 17. 80 18 00 18.20

171.0213.0256.0 m/z 43.10 63.35%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
B o o N I
17.60 17.80 18.00 18.20
m/z 57.10 59.29%
5000 J 129.0
29. 185.0228.0
A ,“ MH... J{ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid e BEE o e
73.0 17.60 17.80 18.00 18.20
m/z 55.10 57 .53%
5000 129.0
185.0 241.0284.0

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20

8270-BP082420.M Thu Sep 10 07:23:55 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Morpholine, 4-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.15 12.82 ng 1453470 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Ethanone. 1-I2-(dimethvlamino)ph... 163 C10H13NO 010336-55-7 45
3 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 39
4 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 33
5 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 33
Abundance Scan 2595 (18.151 min): BP003240.D (-2585) (-) m/z 105.00 100.00%
106.0
163.0
5000
510 | 17.80 18.00 18.20 18.40
Ol e b b 2001 2781 34073842  448.8490.9533.8 m/z 163.00  58.24%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
106.0
163.0
5000 AR LR BN B
17.80 18.00 18.20 18.40
m/z 77.00 24 .84%
51.0

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

%

Abundance #32876: Ethanone, 1-[2-(dimethylamino)phenyl]-
163.0
94.0 17.80 18.00 18.20 18.40
5000 m/z 106.00 7.71%
51.0}
ST Y 1 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoate ABEREE R aaRSEEEE e
105.0 17.80 18.00 18.20 18.40
m/z 164.10 6.09%
163.0
5000
59.0
ol %070 343.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 80 18. 00 18 20 18 40

8270-BP082420.M Thu Sep 10 07:23:56 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

18.22 3.22 ng 365397 Phenanthrene-d10 17.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 93
2 Acetic acid. (5-formvl-2-methoxv... 208 C11H1204 099865-67-5 46
3 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 42
4 Benzene. 1.2.3-trimethoxv-5-(2-p... 208 C12H1603 000487-11-6 41
5 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 41

Abundance Scan 2607 (18.222 min): BP003240.D (-2602) (-) m/z 208.05 100.00%
208.1
5000 165.0
390 10 18.00 18.20 18.40 18.60
o ’ 252.3 313.1357.9 416.0458.7503.6547.9 m/z 165.00 48 34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 LA B L L L L L LB
165.0 18.00 18.20 18.40 18.60
m/z 137.00 38.43%
‘LL hllg
,.”.,”..,”.. ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67324: Acetic acid, (5-formyl-2-methoxybenzyl) ester
165.0
BEEmEEEs L
18.00 18.20 18.40 18.60
5o00{  43.0 m/z 180.05 29.78%
91.0 208.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45446: 3-tert-Butyl-4-hydroxyanisole AR B e S e e
165.0 18.00 18.20 18.40 18.60
m/z 177.10 25.68%
77.0
T PPN WA e atiies e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. 00 18 20 18. 40 18.60

8270-BP082420.M Thu Sep 10 07:23:57 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tridecane, 6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.25 27.88 ng 3160150 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 66
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 55
3 Octacosane 394 C28H58 000630-02-4 51
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 42
5 Octadecane 254 C18H38 000593-45-3 42
Abundance Scan 2612 (18.251 min): BP003240.D (-2608) (-) m/z 105.00 100.00%
57.1 105.0 T
163.0
5000 210.1
\ 18.00 18.20 18.40 18.60
Okt bl .“I, "4".4!“ | 28223302 3628 44084840 5448 | sz 57.10 87.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43.0
5000 5.0 LR UM B UL SR
18.00 18.20 18.40 18.60
m/z 163.00 77 .10%
126.0 183.0
N 226.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
18.00 18.20 18.40 18.60
5000 m/z 71.10 73 .64%
183.0
L) a0 3100
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane R B e
18.00 18.20 18.40 18.60
m/z 85.10 57 .28%
- MM\
141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60

8270-BP082420.M Thu Sep 10 07:23:58 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.40 42_.91 ng 4864750 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 83
3 Ethanol. 2-(4-phenoxvphenoxv)-. ... 334 C21H1804 055191-59-8 80
4 Benzoic acid. 2-(2-chlorophenoxv... 276 C15H13CI103 1000368-25-9 78
5 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 78
Abundance Scan 2637 (18.398 min): BP003240.D (-2627) (-) m/z 105.00 100.00%
105.0149.0
5000
51.0 18.00 18.20 18.40 18.60 18.80
O e e 295-3297.0341.0 389.0431,2474.0516.6 m/z 149.00 94.08%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0149.0
5000 ABRUNBAUARSRUABAUNG
18.00 18.20 18.40 18.60 18.80
m/z 77.00 36.30%
51.0
| 192.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
148.0

105.0

18.00 18.20 18.40 18.60 18.80
5000 m/z 150.00 9._.30%

45.0‘

‘#*,I, R maa e o
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate BN R e e
149.0 18. 00 18 20 18. 40 18. 60 18 80

m/z 106.00 7.79%

5000 105.0

51 0 l | 213.0 334. 0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60 18.80

8270-BP082420.M Thu Sep 10 07:23:58 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.85 54.82 ng 6214510 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 2714 (18.851 min): BP003240.D (-2708) (-) m/z 67.05 100.00%

L

18.60 18.80 19.00 19.20
o 343.0 400.8 448.3 504.0545.9 m/z 81.05 95 _64%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_

5000
18.60 18.80 19.00 19.20
m/z 95.10 72 .56%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0Q

18 60 18.80 19.00 19.20
5000 m/z 55.10 55.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 &J\N_/M

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- T T T T T T
67.0 18. 60 18 80 19. OO 19 20

m/z 82.10 47 .64%

5000
fgo

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 60 18.80 19.00 19.20

5000

263.2
20.

8270-BP082420.M Thu Sep 10 07:24:02 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.88 64.71 ng 7336360 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 91
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 2719 (18.880 min): BP003240.D (-2715) (-) m/z 55.10 100.00%

97.1

5000

18.60 18.80 19.00 19.20
m/z 74.00 79.33%

o 325.0 401.2445.1487.3 533.3
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141288: 16-Octadecenoic acid, methyl ester
55.
5000 LA L L L L I L L B L LB
70 18.60 18.80 19.00 19.20
264.0 m/z 69.10 78.44%
138.0180.0222.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
R e A
18.60 18.80 19.00 19.20
5000 m/z 83.10 74.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 \“J\/LJ\J\V\.
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester ARG e

18.60 18.80 19.00 19.20
m/z 97.10 72.76%

5000

:

T I I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20

8270-BP082420.M Thu Sep 10 07:24:02 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.00 14.54 ng 1648770 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 72

Abundance Scan 2739 (18.998 min): BP003240.D (-2736) (-) m/z 74.00 100.00%

74.0

 —

5000
143.1 255 T T
\ 199.1 : 18.60 18.80 19.00 19.20 19.40
298.3
Ol L b Ly T 805.0  429.1473.75168 m/z 87.00 77.84%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143126: Methyl stearate
74.0
5000

18.60 18.80 19.00 19.20 19.40

143.0 1660 255.0298.0 m/z 43.10 27 .05%

29. l
I ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
T T T T

18.60 18.80 19.00 19.20 19.40

5000 m/z 143.05 22.81%

143.0

29. 199.0 255.0
||

IIIIIII‘I

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

l%

Abundance #95859: Methyl tetradecanoate

74.0 18.60 18.80 19.00 19.20 19.40

m/z 55.05 21.70%
5000
143.0
29\' My 1902420
| |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. 60 18 80 19. OO 19. 20 19. 40

8270-BP082420.M Thu Sep 10 07:24:03 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.20 6.96 ng 987005 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2773 (19.198 min): BP003240.D (-2770) (-) m/z 73.00 100.00%

.0

5000
185.1 241.2

-

18.80 19.00 19.20 19.40 19.60
m/z 60.00 75.67%

o 326.9 374.5 431.3474.1518.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73.0

-

18.80 19.00 19.20 19.40 19.60
m/z 43.10 68.38%

5000 28.0
185.0 241.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
3.0

i

18.80 19.00 19.20 19.40 19.60
m/z 57.10 63.03%

5000

199.0242.0

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

i

Abundance #39474: n-Decanoic acid L o
73.0 18.80 19.00 19.20 19.40 19.60
m/z 55.10 60.60%
129.0
5000
|, /| 1720
A S M saSSS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18. 80 19. OO 19. 20 19. 40 19 60

8270-BP082420.M Thu Sep 10 07:24:04 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Hentriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.93 3.18 ng 451338 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Hentriacontane 437 C31H64 000630-04-6 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2897 (19.927 min): BP003240.D (-2895) (-) m/z 57.10 100.00%
57.1
5000
91 19,60 19.80 20.00 20.20
141.1 225.1 . . . .
O d bk L 121183.1225 157013123 3738 4289475.95188 | pso 71 10 72.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

5000

19.I60 19.I80 20.IOO 20.20
9.0 m/z 85.10 62.40%

141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane

19.60 19.80 20.00 20.20
5000 m/z 43.10 58.79%

141.0183.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane R R mamEE
19.60 19.80 20.00 20.20

m/z 55.10 28 .36%

5000

141.0183.0225.0267.0309.0351.0393.0436.0
I I I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.86 6.47 ng 917432 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
3 Cvclohexadecane 224 C16H32 000295-65-8 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 93
Abundance Scan 3056 (20.863 min): BP003240.D (-3053) (-) m/z 57.10 100.00%

:

5000 111
1630 229 oo 2050 70 70
oA A ALl J Fila e 2003 3282 3813 420147735189 17 8310 o1 04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 70 LIS L L L LB L B

20. 60 20 80 21. OO 21. 20
m/z 97.10 87 .15%

| |130.014, 02240 2800

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal
43.0
R S REEmE s
7.0 20.60 20.80 21.00 21.20
5000 m/z 43.10 76.18%

]i39.0182.0 252.0

R L B B B O

:

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane e  RRRaE Bam s
55.0 20.60 20.80 21.00 21.20
m/z 69.10 75.89%
7.0
5000

is

39. 0181 0224‘1 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Hexatriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.45 3.00 ng 426114 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 89
2 Docosane. 1l-decvl- 451 C32H66 055401-55-3 76
3 Pentadecane. 3-methvl- 226 C16H34 002882-96-4 76
4 Heptadecane 240 C17H36 000629-78-7 76
5 Tetracosane 338 C24H50 000646-31-1 76
Abundance Scan 3156 (21.451 min): BP003240.D (-3152) (-) m/z 57.10 100.00%
57.1
5000 J
’ UL SRR B BRI B
155. 1197 324 1 21.20 21.40 21.60 21.80
okt b J, Wit W 1 o2 4159 4782 5255 | Tn/z  71.10  86.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235972: Hexatriacontane
57.0
5000 L BRI I BRI B
mmmmmmmm
9.0 410 m/z 85.10 73.92%
| ﬂ ﬁ 18302250267030903510 407.0449.0 506.0
m/z--> 55 160 1%0 200 250 300 3éo 400 4%0 560 5%0
Abundance #227196: Docosane, 11-decyl-
43.0
" 21:20 21.40 21.60 21.80 |
5000 50 m/z 43.10 52.60%
309.0
ﬂ1270169021102530 L 351.0392.0 442.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 5%0
Abundance #83037: Pentadecane, 3-methyl- R EmEEs e
57.0 21.20 21.40 21.60 21.80
m/z 55.10 25.16%
5000
197.0
4+0
miz-> 50 100 150 200 250 300 350 400 450 500 550 " 21:20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Triacontane, 1l-bromo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.73 4.88 ng 692254 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane. l-bromo- 500 C30H61Br 004209-22-7 90
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 87
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 87
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3203 (21.727 min): BP003240.D (-3201) (-) m/z 57.10 100.00%
57.1
5000
“ 411 242.1 2140 21.60 21.80 22.00
183.1 : : : :
oA A AL L (1631, | 28313232 386342014747 5256 T 700" g1.9ou
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57.0
5000 SR B SR BRI
mmmmmmnm
9.0 m/z 85.10 68.42%
| M | 141-0183.0225.0067.0 32303650 ““1°  s500.0
m/z--> 55 160 1%0 200 250 300 350 400 450 500 séo
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
2140 21.60 21.80 22.00
5000 0 m/z 43.10 55.27%
(L] L0 182, o
m/z--> 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #172308: Sulfurous acid, butyl tetradecy! ester R a R mamEE L

21.40 21.60 21.80 22.00
m/z 99.10 24.88%

5000

141.0 197.0 9490
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090920\
Data File : BP003240.D

Aca On : 09 Sep 2020 14:46

Operator : CG/JU

Sample : L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 19

Peak Number 20 Hexadecane, l-iodo-

R.T. EstConc Area Relative to ISTD R.T.
22.19 3.08 ng 437367 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3282 (22.192 min): BP003240.D (-3279) (-) m/z 57.10 100.00%

5000

256.1

4111831

0!

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

309.1 358.2401.9 474.8 534.8

500 550

Abundance

#184946: Hexadecane, 1-iodo-

5000

21.80 22.00 22.20 22.40 22.60

m/z 71.10 80.49%

T I T T I
21.80 22.00 22.20 22.40 22.60

m/z 85.10 68 .86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
57.0
S am e ERRaE R
21.80 22.00 22.20 22.40 22.60
5000 m/z 43.10 55.02%
9.0
solll[jigomo 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #213038: Disulfide, di-tert-dodecy! T
57.0 21.80 22.00 22.20 22.40 22.60
m/z 99.10 24 _81%
5000
9.0
169.0
150 | 2190 402.0
T I B B e IR B R L B B E e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090920\
Data File : BP003240.D

Acq On : 09 Sep 2020 14:46

Operator : CG/JU

Sample - L3931-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_M
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]
Hexadecane 15.17 3.6 ng 384845 3 14.29 2160710 20.0
Heneicosane 16.03 5.6 ng 632702 4 17.04 2267360 20.0
Triacontane 16.83 5.4 ng 609985 4 17.04 2267360 20.0
Octadecane 16.88 4.1 ng 460469 4 17.04 2267360 20.0
Heptacosane 17.57 5.9 ng 672960 4 17.04 2267360 20.0
Hexadecanoic acid... 17.74 21.8 ng 2466230 4 17.04 2267360 20.0
n-Hexadecanoic acid 17.97 23.3 ng 2646520 4 17.04 2267360 20.0
Morpholine, 4-phe... 18.15 12.8 ng 1453470 4 17.04 2267360 20.0
3,5-Dimethoxy-4-h... 18.22 3.2 ng 365397 4 17.04 2267360 20.0
Tridecane, 6-propyl- 18.25 27.9 ng 3160150 4 17.04 2267360 20.0
Diethylene glycol... 18.40 42.9 ng 4864750 4 17.04 2267360 20.0
9,12-Octadecadien... 18.85 54_.8 ng 6214510 4 17.04 2267360 20.0
16-Octadecenoic a... 18.88 64.7 ng 7336360 4 17.04 2267360 20.0
Methyl stearate 19.00 14.5 ng 1648770 4 17.04 2267360 20.0
Octadecanoic acid 19.20 7.0 ng 987005 5 21.13 2837460 20.0
Hentriacontane 19.93 3.2 ng 451338 5 21.13 2837460 20.0
5-Eicosene, (E)- 20.86 6.5 ng 917432 5 21.13 2837460 20.0
Hexatriacontane 21.45 3.0 ng 426114 5 21.13 2837460 20.0
Triacontane, 1-br... 21.73 4.9 ng 692254 5 21.13 2837460 20.0
Hexadecane, 1l-iodo- 22.19 3.1 ng 437367 5 21.13 2837460 20.0
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