LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF042219 .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 2.216 17 22 28 rvB 42213 59319 1.37% 0.162%
2 5.528 579 585 588 rBY 3095348 3117706 72.14% 8.535%
3 6.528 749 755 758 rBY 3100889 3272500 75.72% 8.958%
4 6.669 774 779 782 rBVY 3565025 3413292 78.98% 9.344%
5 6.898 814 818 821 rBVY 1024963 810133 18.75% 2.218%
6 7.057 840 845 848 rBVY 3035115 2714569 62.81% 7.431%
7 7.457 907 913 916 rBY 2085124 2124905 49.17% 5.817%
8 8.175 1031 1035 1039 rBvY 1097867 1029779 23.83% 2.819%
9 9.251 1213 1218 1222 rBV 4185209 4321576 100.00% 11.830%
10 9.639 1280 1284 1289 rBV 515395 421685 9.76% 1.154%

11 9.933 1330 1334 1346 rVB 1479084 1254461 29.03% 3.434%
12 10.721 1463 1468 1471 rBV 2834377 2669845 61.78% 7.309%
13 11.416 1582 1586 1589 rBV 1486599 1307621 30.26% 3.580%
14 11.439 1589 1590 1594 rVB 141931 80411 1.86% 0.220%
15 11.939 1666 1675 1687 rBV2 386365 469250 10.86% 1.285%

16 12.627 1788 1792 1797 rBV 358579 302271 6.99% 0.827%
17 12.727 1805 1809 1816 rBV 219012 249782 5.78% 0.684%
18 12.857 1826 1831 1833 rBv2 255111 253077 5.86% 0.693%
19 13.004 1851 1856 1859 rVB 4486937 4063599 94.03% 11.124%

20 13.692 1969 1973 1980 rVB 37804 45059 1.04% 0.123%
21 13.804 1985 1992 1995 rBV2 28282 45440 1.05% 0.124%
22 13.898 2005 2008 2013 rVB3 43577 57732 1.34% 0.158%

23 13.992 2017 2024 2029 rBV6 137040 393896 9.11% 1.078%
24 14.057 2029 2035 2038 rVV 1068950 1320582 30.56% 3.615%

25 14.080 2038 2039 2042 rVB 164317 90255 2.09% 0.247%
26 14.539 2111 2117 2120 rBV3 61471 79766 1.85% 0.218%
27 14.656 2131 2137 2148 rBV3 37697 133423 3.09% 0.365%
28 14.851 2166 2170 2173 rBV 66966 66426 1.54% 0.182%

29 15.109 2210 2214 2217 rBV 162730 240684 5.57% 0.659%
30 15.192 2225 2228 2231 rBV 92243 107471 2.49% 0.294%

31 15.415 2263 2266 2272 rVB 103051 136901 3.17% 0.375%
32 15.480 2273 2277 2283 rVV 125550 157528 3.65% 0.431%
33 15.545 2283 2288 2292 rVV 843067 1078104 24.95% 2.951%
34 15.580 2292 2294 2300 rVB2 117916 151579 3.51% 0.415%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.027 2366 2370 2376 rVB2 91099 143084 3.31% 0.392%
36 16.551 2454 2459 2463 rBV2 45975 86081 1.99% 0.236%

37 17.027 2535 2540 2549 rVB2 69777 149981 3.47% 0.411%
38 17.474 2611 2616 2622 rBV 51150 110396 2.55% 0.302%

Sum of corrected areas: 36530169
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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: BF113919.D

4000000
6.67

5.53 6.53
3000000 706

7.46
2000000

1000000 6.90

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113919.D

4000000

3000000 10.72

2000000
9.93 11.42

1000000
9.64

11.94 12,
1.44 743,86

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113919.D

4000000

3000000

2000000

14.06
15.54

1000000

13.69 14.54 6614.85 1518119189858 16.03 16.55 17.03 17.47

0 R e e — =

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.67 Concentration Rank 1

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

6.67 84.27 ng 3413290 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF113919.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
\
400 54,0 || ﬁﬂ 6.0 640 6.60 6.80 7.00
o.,....,....,....,....,::.'.,....,....,....,?1?..,....,....,-'...,.. m/z 68.00 42.23%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #14409. (E) 3 Chloro 2-methyl-2-pentenal
132.0
5000 o el ok o
4o o a0 m/z 134.00 33.36%
0.|....|....||‘.|...il....|‘.'.|ll| .I.I.l;'....‘“.li. .1.0.7.'0...|.'|....| P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 26 .43%
66.0
0'I”"P'”I'”'I”'W'“”I”"P'”I'”'P"W'”'I”'w T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.88%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS S i N N —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 7.18 ng 469250 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 1675 (11.939 min): BF113919.D (-1666) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.0
97.0 213.1 LI LI B
157.1 185.0 256.2 1160 1180 12.00 12.20
0 m/z 43.10 71.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 R R AR AR
83.0 nmumnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  69.00%
4 A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 57.05 54 _.69%
0L15.0 LM 177,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #61120: Dodecanoic acid
60.0 11.60 11.80 12.00 12.20
m/z 55.05 52.74%
5000 129.0
29.0 85.0 157.0
200.0
o I ‘H I 2 2 Y O L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.82 ng 249782 Phenanthrene-d10 11.42
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59

Abundance Scan 1809 (12.727 min): BF113919.D (-1805) (-) m/z 73.00 100.00%

73.0

43.0

5000

5

12.40 12.60 12.80 13.00
m/z 43.00 74.63%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

3

5000

12. 40 12. 60 12. 80 13. OO

m/z 59.95 74 .14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 68.01%
o0l Il Lﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid LR R R s £ S
73.0 12.40 12.60 12.80 13.00
m/z 55.00 63.84%
43.0
5000 129.0
185.0
228.0
Ll ‘\ \H W (1570
Obrrrprrrr il Ml e e e T S N ittt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.66 2.02 ng 133423 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 83
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 83
4 1-Octadecene 252 C18H36 000112-88-9 64

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 60

Abundance &mnm38u46&nwoBFu3m9D(2mn() m/z 97.00 100.00%

5000

125.0 153.0 207.0 319 250.0

14.40 14.60 14.80 15.00
m/z 83.00 97.12%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-

5000

14.40 14 60 14. 80 15.00
111.0 m/z 43.00 96.87%

ol 139.0 168.0 195.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104187: 9-Octadecene, (E)-
55.0

83.0

14.40 14.60 14.80 15.00
m/z 69.10 94.34%

5000

29.0
o l 139.0 168.0 196.0 224.0 252.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104188: 3-Octadecene, (E)- B EERR Bam e L
41,0 || 69.0 14.40 14.60 14.80 15.00

m/z 57.00 82.67%

97.0
5000

125.0

154.0 182.0 224.0 252.0
.. e s o = S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.54 ng 136901 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2267 (15.421 min): BF113919.D (-2263) (- m/z 252.05 100.00%
25p.1
5000
125.0 15.20 15.40 15.60 15.80
ol 399 750 100.1 166.9 201.0 226.0 295.1 n/z 250.00 29 44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
25.0
5000

15.20 15.40 15.60 15.80
m/z 253.00  21.45%

125.0
50.0 74.0 99.0 150.0 174.0 200.0 224.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 10.43%
126.0
0l27.0 50.0 74.0 99.0 150.0 174.0 198.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104218: Benzo[a]pyrene o H B e BN
252.0 15.20 15.40 15.60 15.80
m/z 125.90 9.94%
5000
126.0
o 50.0 740 1000, | 1490 174.0 200.0 2240 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113919.D

Aca On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample : K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.65 ng 143084 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2371 (16.033 min): BF113919.D (-2366) (-) m/z 57.00 100.00%
57.0
5000
99.0 R SUNRU SN SR IR
| I 155.0 197.0 266.0 15.80 16.00 16.20 16.40
Oty m/z 71.05 83.48%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L BRI LN B B
15. 80 16. oo 16 20 16. 40
m/z 85.10 65.26%
. 27,}0J | 50 1410 1830 2250 2820
m/z--> 55 160 1%0 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 43.10 61.61%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R B e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.00%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042319\
Data File : BF113919.D

Acq On : 23 Apr 2019 14:47

Operator : JU/SJ

Sample - K2532-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
unknown6 .67 6.67 84.3 ng 3413290 1 6.90 810133 20.0
n-Hexadecanoic acid 11.94 7.2 ng 469250 4 11.42 1307620 20.0
Octadecanoic acid 12.73 3.8 ng 249782 4 11.42 1307620 20.0
5-Octadecene, (E)- 14.66 2.0 ng 133423 5 14.06 1320580 20.0
Benzo[e]pyrene 15.42 2.5 ng 136901 6 15.54 1078100 20.0
Eicosane 16.03 2.6 ng 143084 6 15.54 1078100 20.0
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