LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 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-BP121919.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 5.605 592 598 608 rVB 175859 295143 17 .35% 1.733%
2 6.205 694 700 711 rBVY 1152161 1453730 85.48% 8.538%
3 7.575 926 933 942 rBV5 7317 18285 1.08% 0.107%
4 7.681 946 951 955 rBV 13478 18534 1.09% 0.109%
5 7.752 955 963 972 rBY 1183564 1646114 96.79% 9.668%
6 7.834 972 977 985 rVB2 32371 48128 2.83% 0.283%
7 7.928 985 993 997 rBVY 1349356 1623300 95.45% 9.534%
8 8.281 1048 1053 1061 rBV 348710 398607 23.44% 2.341%
9 8.522 1084 1094 1099 rBV 984582 1205827 70.90% 7.082%
10 9.169 1195 1204 1208 rBV 764238 1025749 60.31% 6.025%
11 9.228 1210 1214 1220 rVB 16913 22471 1.32% 0.132%
12 9.916 1320 1331 1337 rBvV3 23367 33534 1.97% 0.197%
13 10.316 1393 1399 1403 rBvV 404330 497104 29.23% 2.920%
14 11.481 1591 1597 1603 rBvV 13533 17821 1.05% 0.105%
15 12.098 1694 1702 1706 rBV 1422927 1700720 100.00% 9.989%
16 12.504 1766 1771 1778 rBV4 9547 18533 1.09% 0.109%
17 12.634 1787 1793 1797 rBvV2 13366 20615 1.21% 0.121%
18 12.763 1810 1815 1820 rBvV 59278 67156 3.95% 0.394%
19 13.181 1879 1886 1891 rBvV 508302 627660 36.91% 3.686%
20 13.516 1938 1943 1951 rBV2 13650 24705 1.45% 0.145%
21 13.598 1951 1957 1960 rBV3 10735 17346 1.02% 0.102%

22 14.475 2098 2106 2116 rBV 1094905 1390000 81.73% 8.164%
23 15.581 2285 2294 2297 rBV 532302 630517 37.07% 3.703%

24 15.610 2297 2299 2304 rVB 93156 97758 5.75% 0.574%
25 15.692 2309 2313 2315 rBV 18941 20820 1.22% 0.122%
26 16.333 2418 2422 2425 rBV 23545 25271 1.49% 0.148%
27 16.375 2425 2429 2435 rVB 32256 41799 2.46% 0.245%
28 16.469 2442 2445 2452 rBV2 95899 148278 8.72% 0.871%
29 16.769 2492 2496 2504 rVB3 18396 31023 1.82% 0.182%
30 17.116 2549 2555 2560 rBV3 29046 44453 2.61% 0.261%
31 17.328 2583 2591 2594 rBV 95491 113748 6.69% 0.668%
32 17.416 2601 2606 2610 rBV3 40446 47044 2.77% 0.276%
33 17.557 2627 2630 2635 rBV3 21561 25557 1.50% 0.150%

34 17.628 2638 2642 2647 rVB2 86718 102359 6.02% 0.601%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 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\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.863 2676 2682 2686 rBV 1322984 1407409 82.75% 8.266%

36 18.039 2707 2712 2716 rVV6 26339 40612 2.39% 0.239%
37 18.086 2717 2720 2724 rVB 18846 21912 1.29% 0.129%
38 18.233 2739 2745 2754 rBV4 22408 44478 2.62% 0.261%
39 18.680 2818 2821 2825 rVB 23920 23407 1.38% 0.137%

40 19.110 2890 2894 2905 rBV4 81668 217659 12.80% 1.278%

41 19.222 2907 2913 2917 rVV 449158 550656 32.38% 3.234%

42 19.251 2917 2918 2923 rVB 39016 35729 2.10% 0.210%
43 19.351 2930 2935 2942 rBV6 8965 17403 1.02% 0.102%
44 19.516 2959 2963 2968 rVB2 49263 55078 3.24% 0.323%
45 19.727 2994 2999 3002 rVB 12695 18294 1.08% 0.107%
46 19.904 3023 3029 3033 rBV 64994 75765 4._.45% 0.445%
47 20.280 3089 3093 3098 rVB 77131 87133 5.12% 0.512%
48 20.504 3127 3131 3135 rBV2 29442 48805 2.87% 0.287%
49 20.669 3155 3159 3167 rVB 75768 100747 5.92% 0.592%
50 20.845 3185 3189 3196 rVB 18635 30789 1.81% 0.181%
51 20.916 3197 3201 3208 rBV 27298 35468 2.09% 0.208%

52 20.992 3208 3214 3219 rBV 316099 411799 24.21% 2.419%
53 21.104 3228 3233 3239 rVB 70354 103876 6.11% 0.610%
54 21.598 3311 3317 3324 rBV 60469 106182 6.24% 0.624%

55 22.163 3407 3413 3418 rBV3 34092 66287 3.90% 0.389%
56 22.604 3484 3488 3501 rVB2 9950 26932 1.58% 0.158%
Sum of corrected areas: 17026129
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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: BP001389.D
1400000 7.93

1200000 6.20 7.75

1000000 8.52
800000 9.17
600000
400000 8.28

200000 5.60
| omt || e

| I I I I I I et
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50

T
9.00
Abundance TIC: BP001389.D
1400000 12110

1200000
14.47

1000000

800000

600000 13.18 15.58

400000 10.32

200000

26 18.61 16.47
9.92 11.48 125063 13520 B9 1B 167

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Abundance TIC: BP001389.D
1400000 17.86

1200000

1000000

800000

600000

19.22
400000

200000

17.3317.63 20.2 67
1712174236 ||18w8.23 18.68 599 75,90 50.85%% 22.16 22 60

O e R e e e e e e e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00

10 21.60
j o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 14.81 ng 295143 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 597 (5.599 min): BP001389.D (-592) (-) m/z 43.00 100.00%

43.0
5000

101.0
520 540 560 580 600
o,....,....',l....1,69.9..?1.‘?9.,.2.89.7..?f‘?.l...,‘??“3.?,4??.3?1.1.8..,. m/z 59.05 60.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | ALANLILEN NNLENL N L L L L LB L B

520 5.40 5.60 5.80 6.00
m/z 101.00  18.50%

101.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
T
5.20 5.40 5.60 5.80 6.00
5000 m/z 57.95 15.00%
101.0
O i = AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate T
43.0 520 540 560 580 600

m/z 41.10 10.18%

5000
J J 100.0
Ot e e e

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 12

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

7.83 2.41 ng 48128 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 91
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 91
3 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 90
4 Oxalic acid. di(cvclohexvimethyl... 282 C16H2604 1000309-68-5 78
5 Cyclohexane, l-isopropyl-1-methyl- 140 C10H20 016580-26-0 72

Abundance Scan 976 (7.828 min): BP001389.D (-972) (-) m/z 55.00 100.00%
54.0
97.1
5000
140.2 7.40 7.60 7.80 8.00 8.20
- “4 01 229.2 280.8325.0 3735 430.0 90735498 "m/z 97.10  69.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
97.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 96.00 36.48%
140.0
R L S L B S N S S I MR I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
580 97,0
740 7.60 7.80 8.00 8.20
5000 m/z 41.05 32.66%
{L 140.0
OI'AJIJ”'I"”I""""""""P"""'P"'P"'P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18004: m-Menthane, (1S,3S)-(+)-
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 81.00 24._.02%
5000
140.0
OI'”jIJL'I"”I""""""""P"""'P"'P"'P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 1

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

7.93 81.45 ng 1623300 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanamine. l-phenvl- 133 C9H11N 1000351-26-2 10
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 993 (7.928 min): BP001389.D (-985) (-) m/z 132.00 100.00%
132.0
5000 68.0
s R e
7.60 7.80 8.00 8.20
o 176.8 227.6 281.2323.1 370.2412.8 456.8500.8541.9 m/z 68.00 48 _27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
5000 AR AN A AR AR
770 7.60 7.80 8.00 8.20
m/z 66.00 39.74%
0'??'wtl*|“ S DAL UL SRS WAL SN UL BRI WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0
760 7.80 8.00 820
5000 m/z 134.00 32.74%
63.0 J
oU;LH,,, N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14396: 1,2,4-Trifluorobenzene LA L L B L N LB |
132.0 7.60 7.80 8.00 8.20
m/z 69.05 23.66%
5000 63.0
O'H“ihwkwﬁ"'w"' N S SN SN BRI WL AL SRR SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.70 ng 148278 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2445 (16.469 min): BP001389.D (-2442) (-) m/z 72.95 100.00%

~
Q)
o
=
N
[e¢]
©

5000
\ 17112132 e R
' 256.2 16.20 16.40 16.60 16.80
0 Jmeﬁi.hp.u.m..w????“.???ﬁ..ﬁ?%?????,. m/z 43.00 92.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid

73.0

5

16!20 16.I40 16!60 16.I80
m/z 60.00 85.28%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0

16.20 16.40 16.60 16.80
m/z 41.05 79.36%

5000 129.0

29. 185.0228.0

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

i

Abundance #107549: n-Hexadecanoic acid e
16.20 16.40 16.60 16.80
m/z 55.00 78.64%
5000
171.0213.0256.0
04 L LN i o e S

T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 1-Eicosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.11 7.91 ng 217659 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 93
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 90
3 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 90
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 86
5 Cyclotetradecane 196 C14H28 000295-17-0 83
Abundance Scan 2894 (19.110 min): BP001389.D (-2890) (-) m/z 57.10 100.00%
57.1
5000
M 1. 18.80 19.00 19.20 19.40
155.2 ) : : : :
oL AL l 52 2281 2620371 37274149458050235029 | rirz' 4305 76.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127767: 1-Eicosene
43.0
97.0
5000 AR AR AR
1880 1900 19.20 19.40
280.0 m/z 55.00 56.88%
0 1 l18202240
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #187989: Oxalic acid, hexadecy! propy! ester
43.0
18.80 19.00 19.20 19.40
5000 m/z 71.10 52.86%
.0
r] 269.0
oL ‘lllﬁﬂo 196.0 312.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178430: Oxalic acid, pentadecy! propy! ester T e A Rm e e e
43.0 18.80 19.00 19.20 19.40
m/z 41.05 47 .81%
5000 5.0 255.0
oL 1. M 1340 1820 208.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Eicosane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.90 2.75 ng 75765 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3028 (19.898 min): BP001389.D (-3023) (-) m/z 57.05 100.00%
57.0
5000
. 240.1 19.60 19,80 20.00 20.20
141.1 197.1 . . . .
Ol ,....||,."...,....,....,...3’.0,4.-?..,3.7.5.-.3,.4.3.3.-1,?.7?-.2,..?‘.‘7,-.3 m/z 43.05 68.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 5.0 R R A B AR

19 60 19. 80 20 00 20. 20
m/z 71.05 66.07%

281.0
o 127.0169.0 2380 | 3533650
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
19.60 19.80 20.00 20.20
5000 m/z 84.95 46.76%
5.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
19.60 19.80 20.00 20.20
m/z 41.05 40.34%
5000

'7141.0183.0 240.0

m/z--> 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\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.28 4.23 ng 87133 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3093 (20.280 min): BP001389.D (-3089) (-) m/z 57.05 100.00%
57.0
5000
20 20,00 20.20 20.40 20.60
41.1 : : :
ok LLd L] 18118312240 3001 3551 4203 4745 5498 i 43.05  69.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 5.0 USRS VN R B
20.00 20.20 20.40 20.60
196.0 m/z 71.05 56.79%
o 1270 1" 939 0280.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
20,00 20.20 20.40 20.60
5000 m/z 85.05 45.22%
90 1540
oA 1 197.0239.02810
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- e e e e ERRE
57.0 20.00 20.20 20.40 20.60
m/z 55.05 31.29%
5000
9.0
ol )] | 141018205550 28103590
mz-> 50 100 150 200 250 300 350 400 450 500 550 20,00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.37 ng 48805 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
2 Benzolklfluoranthene 252 C20H12 000207-08-9 86
3 Benzolalpvrene 252 C20H12 000050-32-8 81
4 Benzolelpvrene 252 C20H12 000192-97-2 81
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 72
Abundance Scan 3130 (20.498 min): BP001389.D (-3127) (-) m/z 252.05 100.00%
25p.1
5000
126.0
20.20 20.40 20.60 20.80
43.0 83.0
0 e o2l0 3800 4598 8366 | ns7 25010  24.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104229: Benz[e]acephenanthrylene
25p.0
5000
20.20 20.40 20.60 20.80
126.0 m/z 253.00 19.33%
0 83.0 1‘ 200.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: Benzo[k]fluoranthene
25p.0
20.20 20.40 20.60 20.80
5000 m/z 126.00 13.01%
126.0
ol 740 | 200.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene R R
25p.0 20.20 20.40 20.60 20.80
m/z 124.95 9.51%
5000
126.0
0 740 | | 200.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.67 4.89 ng 100747 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3159 (20.669 min): BP001389.D (-3155) (-) m/z 57.10 100.00%
57.1
5000
}’90 ' 20.40 20.60 20.80 21.00
141.1183.2 : : : :
o] 14111832 230226113233 3753 420.0 477.2 5313 s 43705 68.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 L B BRI BRI U
mmmmmmmm
m/z 71.05 61.05%
9.0
ol | ,141.0183.0225.0 281.0 337.0 394.0
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #209567: Eicosane, 9-octyl-
43.0
' 20.40 20.60 20.80 21.00
5000 5.0 m/z 85.05 42 _46%
281.0
o | 121-0160.0 2380 | 3330365.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl- I AR ERREEG TR
43.0 20.40 20.60 20.80 21.00
m/z 55.05 26.14%
5000 50
224.0
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.10 5.04 ng 103876 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Nonacosane 408 C29H60 000630-03-5 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 3232 (21.098 min): BP001389.D (-3228) (-) m/z 57.05 100.00%
57.0
5000
9.0 20.80 21.00 21.20 21.40
141.1 : : :
ok d L2t s 2070 2809527.0 380442454707 6222 | 7o 4305 75.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 UL U SO I
20,80 21.00 2120 21.40
m/z 71.05 61.78%
9.0 239.0
0 | ;141.0183.0 281.0323.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
20.80 21.00 21.20 21.40
5000 50 m/z 85.10 47 .40%
210.0
o 1 127:0169.0 | 267.0_3230
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane L RBRRERE T S
20.80 21.00 21.20 21.40
m/z 55.00 29.91%
5000
| 141.0183.0225.0267.0309.0351.0 408.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,80 21.00 2120 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octadecane, 5,14-dibutyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.60 5.16 ng 106182 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 89
2 Tetracosane 338 C24H50 000646-31-1 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3317 (21.598 min): BP001389.D (-3311) (-) m/z 57.05 100.00%
571.0
Fg-o 2120 21.40 21.60 21.80 22.00
155.0 : : : : :
ob kL[4, 3950, 2251 2810 363240464401 5093 | L7100 59, 68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43.0
5.0
5000 UL UL AL AU
21/20 21.40 21.60 21.80 22.00
126.0 m/z 43.05 59.16%
309.0
o | ;| ,169.0211.0 266.0 43640
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane
57.0
2120 21.40 21.60 21.80 22.00
5000 m/z 85.10 43_.37%
9.0
oLl || 1183022500670 3380
m/z--> 50 100 150 200 250 300 3éo 400 450 500 550
Abundance #215181: 2-methyloctacosane R S REmsnnate e e
57.0 21.20 21.40 21.60 21.80 22.00
m/z 55.00 25.81%
5000
9.0
ohs | 141.0183.0225.0267. 0309.0 365 0
m/z--> 5b 100 1éo 200 250 300 350 400 450 500 550 21/20 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001389.D

Aca On : 24 Dec 2019 16:35

Operator :© JU

Sample = K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.16 3.22 ng 66287 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Tricosane 324 C23H48 000638-67-5 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3413 (22.163 min): BP001389.D (-3407) (-) m/z 57.10 100.00%
57.1
2% ”P\NwwMJWVWm~/\nw,ww»Awava
LN SUNA SIS B
141.01g3 2 21.80 22.00 22.20 22.40
oAbl h Lt 570 325:2208.9300.33551 43014732 5421 | sz 71.05  62.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
5000 A AR LR DA
mmnmnmnm
0.0 m/z 43.05 58.19%
ol | ,141.0183.0225.0267.0  338.0
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 5%0
Abundance #164584: Heptadecane, 9-hexyl-
43.0
21.80 22.00 22.20 22.40
5000 50 m/z 85.05 45 .80%
210.0
0 1 127:0169.0 | ,267.0 3230
m/z--> 55 160 1%0 200 250 300 350 460 4%0 560 5%0
Abundance #164578: Tricosane B B R A
21.80 22.00 22.20 22.40
m/z 55.05 27 .89%
” JFWMV\NVVWrﬂJNNWwNAvaMVWW“
141.0183.0975,0267.0 3210
0! R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2180 2200 2220 2240 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122419\
Data File : BP001389.D

Acq On : 24 Dec 2019 16:35

Operator : JU

Sample - K6396-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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]
2-Pentanone, 4-hy... 5.60 14.8 ng 295143 1 8.28 398607 20.0
Cyclohexane, 1-me... 7.83 2.4 ng 48128 1 8.28 398607 20.0
unknown7 .93 7.93 81.5 ng 1623300 1 8.28 398607 20.0
Tridecanoic acid 16.47 4.7 ng 148278 4 15.58 630517 20.0
1-Eicosene 19.11 7.9 ng 217659 5 19.22 550656 20.0
Eicosane, 9-octyl- 19.90 2.8 ng 75765 5 19.22 550656 20.0
Pentadecane, 8-he... 20.28 4.2 ng 87133 6 20.99 411799 20.0
Benzo[e]pyrene 20.50 2.4 ng 48805 6 20.99 411799 20.0
Octacosane 20.67 4.9 ng 100747 6 20.99 411799 20.0
Heptadecane, 9-oc... 21.10 5.0 ng 103876 6 20.99 411799 20.0
Octadecane, 5,14-_... 21.60 5.2 ng 106182 6 20.99 411799 20.0
Tetracosane 22.16 3.2 ng 66287 6 20.99 411799 20.0
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