LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35 Instrument :
Operator : CG/JU BNA_G

Sample : L4631-03 ClientSampleld :
Misc : PAV-B11-110420-0-10

ALS Vvial : 25 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_G\METHODS\8270-BG110420.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO47308.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.092 292 298 305 rBV 26476 43887 2.01% 0.261%
2 5.568 376 379 395 rBV 688070 1127985 51.76% 6.711%
3 7.166 644 651 667 rBVY 706442 1245388 57.15% 7.410%
4 8.006 786 794 801 rBV 273990 464149 21.30% 2.762%
5 9.169 982 992 1001 rBV 442672 808893 37.12% 4.813%
6 10.814 1261 1272 1280 rBV 356590 689002 31.62% 4.099%
7 11.831 1440 1445 1449 rBv4 14713 27062 1.24% 0.161%
8 12.001 1470 1474 1480 rBV7 13015 25728 1.18% 0.153%
9 12.224 1505 1512 1518 rBV 66596 100136 4.60% 0.596%
10 12.724 1592 1597 1600 rVB5 14710 22613 1.04% 0.135%
11 13.035 1645 1650 1654 rVB6 15762 23476 1.08% 0.140%
12 13.176 1669 1673 1680 rVB5 23724 43202 1.98% 0.257%

13 13.264 1682 1689 1698 rBV 1146181 1717620 78.82% 10.219%
14 13.458 1712 1722 1730 rBV 97043 156252 7.17% ©.930%
15 14.016 1814 1817 1822 rVB6 17214 31769 1.46% ©.189%

16 14.087 1822 1829 1833 rBV 132129 213010 9.78% 1.267%

17 14.157 1837 1841 1846 rVB7 23078 35173 1.61% ©.209%
18 14.475 1888 1895 1900 rBV1e 12719 26403 1.21% ©.157%
19 14.533 1900 1905 1909 rBV 119239 161761 7.42%  0.962%
20 14.645 1912 1924 1931 rBV2 534591 904418 41.50%  5.381%
21 15.033 1987 1990 1995 rVB5 19347 31747 1.46% ©.189%
22 15.150 2006 2010 2017 rVB7 20197 40998 1.88% 0.2447%
23 15.479 2062 2066 2071 rVB 136369 166569 7.64%  0.991%
24 15.885 2125 2135 2139 rBV5 51695 120822 5.54% ©.719%
25 15.985 2148 2152 2158 rVB1o 19747 29629 1.36% ©.176%
26 16.043 2158 2162 2168 rBV6 13395 29765 1.37% 0.177%
27 16.132 2168 2177 2184 rBV 817454 1273905 58.46% 7.579%
28 16.343 2208 2213 2216 rBV 134405 210285 9.65% 1.251%
29 16.743 2278 2281 2284 rVB5 23666 31411 1.44% 0.187%
30 17.130 2343 2347 2351 rBV 114289 148951 6.84%  0.886%
31 17.183 2353 2356 2360 rVB3 53895 66071 3.03% ©.393%
32 17.389 2385 2391 2395 rBV 648576 936961 43.00% 5.575%
33 17.430 2395 2398 2403 rVB 106046 149776  6.87%  0.891%
34 17.512 2410 2412 2418 rVB 18549 26497 1.22% ©.158%
35 17.794 2457 2460 2465 rVB7 22706 27014 1.24% 0.161%

36 17.871 2469 2473 2480 rVB 112344 136930 6.28% 0.815%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS Vvial : 25 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_G\METHODS\8270-BG110420.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.041 2500 2502 2506 rVB4 = 29973 35417 1.63% 0.211%
38 18.270 2536 2541 2546 rBV4 167926 264766 12.15% 1.575%
39 18.564 2587 2591 2596 rBV 98627 127769 5.86% 0.760%
40 19.187 2692 2697 2700 rBV2 104600 185117 8.50% 1.101%
41 19.210 2700 2701 2708 rVB5 104250 117452 5.39% ©.699%
42 19.440 2735 2740 2745 rVB 196053 277109 12.72%  1.649%
43 19.539 2754 2757 2762 rBV6 42672 55373 2.54% 0.329%
44 19.675 2776 2780 2783 rBV2 67446 99749  4.58% 0.593%
45 19.769 2792 2796 2798 rBV2 105076 133379 6.12% ©.794%
46 19.798 2798 2801 2807 rVB 193994 290753 13.34% 1.730%
47 19.998 2830 2835 2839 rVB 1692642 2179080 100.00% 12.965%
48 20.673 2947 2950 2957 rVB 402347 481051 22.08%  2.862%
49 20.791 2967 2970 2974 rVB 93426 107377 4.93% 0.639%
50 21.290 3052 3055 3060 rBV 172399 236142 10.84%  1.405%

51 21.649 3111 3116 3122 rBV 542399 921621 42.29% 5.483%

Sum of corrected areas: 16807413
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047308.D\data.ms

1500000

1000000
5.568 7.166

500000 9.169
8.006

10.814

. 5.092 1188461724 12.728.0.
T ‘ T T T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T ‘ L ‘ L ‘ L ‘ L ‘ LI ‘ L ‘ L ‘ T T ‘ T T ‘ L ’ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG047308.D\data.ms

19.998

1500000

8.264

21.649

1000000

500000

14.08714 .5
13.458
0 14181%i%.475 186350

0
Time--> 13.50 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG047308.D\data.ms

1500000

1000000

500000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.224 2.91 ng 100136 Naphthalene-d8 10.820
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 78
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1512 (12.224 min): BG047308.D\data.ms (-1505) (- | m/z 57.05 100.00%
57.

0
5000
85.1

S Nt
145.1 12.00 12.50
112.1

1858 m/z 43.05 80.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0

o

5000 85.0 [ — L —
12.00 12.50
29.0 m/z 71.10 52.40%
B H | 1120 1470 1840
0 H\‘\‘H\‘HH”\“H‘M“l‘u\“‘H“\‘\”\H‘\.\H‘HHM\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
12.00 12.50
5000 m/z 41.10 44.70%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T T T T T T T T [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane T —
57.0 12.00 12.50

m/z 85.10  29.16%

5000 85.0
29.0
0 m_u\‘ b i 130,140 1600 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.458 3.46 ng 156252  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Dodecane 170 C12H26 000112-40-3 80
4 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 80
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1722 (13.458 min): BG047308.D\data.ms (-1712) (- | m/z 57.10 100.00%
57.1
5000
T
13.50
112.0
ool 120,240 17291981 43 g isy
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 L
13.50
29.0 m/z 71.10 61.75%
0 \‘ 11301410 169.0 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e
13.50
5000 m/z 41.10 47 .48%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane T
57.0 13.50
m/z 85.10 37.45%
5000
85.0
28.0 170.0
ol L e amot00 Jo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Decane, 1l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.534 3.58 ng 161761  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 80
2 Pentadecane 212 C15H32 000629-62-9 74
3 Hexadecane 226 C16H34 000544-76-3 72
4 Docosane 310 C22H46 000629-97-0 72
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72
Abundance Scan 1905 (14.533 min): BG047308.D\data.ms (-1900) (- | m/z 57.10 100.00%
57.1
5000 85.1 ML
1450 |
113.1 ’
P m!u Ao Lrintalaieer 2123 wjz 43.5  78.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #116706: Decane, 1-iodo-
57.0
85.0
5000 s :
14.50
29.0 m/z 71.10 57.01%
155.0
0 ‘\‘ “\ h‘\ A ‘ 1270 ‘ 183.0 268.(
H\‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
L I
85.0 14.50 R
5000 m/z 41.10 47.41%
29.0
0 113'0141-0169.0 212.0
T T e e e A e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83025: Hexadecane T ‘
57.0 14.50
m/z 85.10 46.21%
5000
85.0
29.0
0 | “\‘ |4 ‘ 113.0141.0169.0197.0226.0 L,
e e e e e e e Pl ey }
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.480 3.68 ng 166569  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octacosane 394 (C28H58 000630-02-4 83
Abundance Scan 2066 (15.479 min): BG047308.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
5000 M\L/L
15.50
127.2183.0 -
o AALIp2021830 s135 495 . 43.10  80.74%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane
57.0
5000 T
15.50
m/z 71.10 58.53%
0 | } | “111.3-0 169.0 226.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
—
15.50
5000 m/z 41.10 49.,68%
182.0
113.0
Y A - ——
miz--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane T
57.0 15.50
m/z 85.10 37.18%
5000
o 1] 1301600 2250 282.0
R R o  mm e P
m/z--> 50 100 150 200 250 300 350 400 450 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Undecane, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.885 2.67 ng 120822  Acenaphthene-die 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 68
3 Heptacosane 380 C27H56 000593-49-7 64
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
5 Eicosane 282 C20H42 000112-95-8 59
Abundance Scan 2135 (15.885 min): BG047308.D\data.ms (-2125) (- | m/z 57.10 100.00%
57.1
> M
o1 — T
“ ‘ | f\\-\ 16?_1 2161 15.50 16.00 )
OF o ot Dy et b m/z 43.10 55.29%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 — aa
15.50 16.00
m/z 71.05 44.92%
‘ 98.0
O ’\\“\ ‘\“‘\‘\‘\“\“‘ \“\1\4.\]7()\]\-8\4.\.0‘\ 1T ‘ T T ‘ T T ‘ T T
m/z--> 0 50 100 150 200 250 300 350
Abundance
43.0
— T
15.50 16.00
m/z 41.10 25.52%
5000 85.0
141.0
0 2.0 184.0
e e T
miz--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane “ —
57.0 15.50 16.00
m/z 56.10 18.98%
5000
9.0
0 | L | | [ 141.0183.0225.0267.0 323.0 380.
B R LR B e — —
m/z--> 0 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.343 4.49 ng 210285  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
Abundance Scan 2213 (16.343 min): BG047308.D\data.ms (-2208) (- | m/z 57.05 100.00%
57.0
o /LNL
— — T
‘ 99.1 1412 1830 16.00 16.50
Obvrrrre by e o 452, 1830 2403 28LC T us 10 72 61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59882: Tetradecane
57.0
5000 — —
16.00 16.50
70 99.0 m/z 71.05 56.22%
T T amo e
0 \H‘H‘\\HHH\"\‘\}\“‘\‘\H“‘H”\‘\H\\\i‘\H‘\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— —
16.00 16.50
5000 m/z 41.10 41.48%
99.0
0 27.0 141.0 182.0211.0240.0
T T e T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #202264: Octadecane, 1-iodo- “ —
57.0 16.00 16.50
m/z 85.15 38.01%
5000
27.0 9.0
0 ‘\ “\ u‘\ b \‘ ‘ | \]-559 1970 253.0
A e e e e e e e P o
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.131 3.18 ng 148951  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2347 (17.130 min): BG047308.D\data.ms (-2343) (- | m/z 57.10 100.00%
57.1
o M/\/\/\‘/A/\MM
9.0 1700 17.50
' 169.1 : . :
o b 2022100 AOLE s 43,10 74.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000 — ——
17.00 17.50
9.0 m/z 71.10 55.28%
P oo o
O\\‘\‘\“\‘\‘\“‘\“‘\“\“\{“‘\‘\\‘\"\\\\"\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— T —
17.00 17.50
5000 m/z 85.15 42 .04%
99.0 183.0
0 141.0 310.0
I B e
miz--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane T —
57.0 17.00 17.50
m/z 41.10 35.74%
- MMWAMW\NW
9.0
&ﬂgmwww, AT
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.871 2.92 ng 136930  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2473 (17.871 min): BG047308.D\data.ms (-2469) (- | m/z 57.10 100.00%
57.1
> Mﬁ)\(\/\k
— —
| 9e-1 155.1 197.1 2450 17.50 18.00
ol Ly 525 1971 24502809 342 07 4390 70.07%
miz-> 50 100 150 200 250 300
Abundance #117637: Nonadecane
57.0
5000 — —
17.50 18.00
m/z 71.10 56.52%
99.0
O T \“\ ‘\““‘ T HH‘ \‘“‘\ h“ \H‘ \%4\‘1.‘0\ ]\-8\3\.0‘ L ‘2\6§.(\)\ ‘ L
miz-> 50 100 150 200 250 300
Abundance
57.0
— —
17.50 18.00
5000 m/z 85.10 41.66%
99.0
0 19.0 141.0 212.0
e I o
miz--> 50 100 150 200 250 300
Abundance #59882: Tetradecane “ —
57.0 17.50 18.00
m/z 41.10 37.06%
- wﬂwmmwwwwﬂw»Mume\v
99.0
\\ | a0 1980
L — —
m/z--> 50 100 150 200 250 300 17.50 18.00

8270-BG110420.M Thu Nov 12 14:40:30 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.270 5.65 ng 264766  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2541 (18.270 min): BG047308.D\data.ms (-2536) (- | m/z 73.10 100.00%

431 |73.1
192.1
5000 .
e

” 18.00 18.50
— m/z 60.10  99.46%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 T R
18.00 18.50

97.0 m/z 43.10 93.93%

H 171.0 213.0 256.0
\H‘HH“}‘HH!H\‘\“H“‘\‘Hwh““\\”‘M\“\‘\\’HH‘HH‘HH‘\H‘\‘HH’\H!‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance

73.0

43.0 I S

o

o

18.00 18.50
5000 129.0 m/Z 57.10 87.09%
171.0
214.0
O e et e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50

m/z 55.10  83.66%

5000 129.0
‘ 199.0 2420
I

Il um‘ nhH ! 8.0 | ‘ ‘

0“W‘MWJJU‘H‘_‘H_‘H‘HH,H‘wH‘W‘HW‘H‘_H‘M‘H_‘H“ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tetradecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.564 2.73 ng 127769  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72

Abundance Scan 2591 (18.564 min): BG047308.D\data.ms (-2587) (- | m/z 57.10 100.00%
57.1
2% WjNJ&WVmMAmeMWMw¢fV
7.1 18:50 |
ob——ik ,ww‘l‘ nhw“\ww 1?‘51 1“‘995‘2‘22“371‘ : ‘2‘8“110‘ Coom/z 43.10 72.29%
miz--> 50 100 150 200 250 300
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 — :
18.50
m/z 71.10 55.83%
113.0 155.0
[ \“"\MH‘ \““\”m‘ \”‘\”\ T “‘\ T \‘\ T \22\5\0\ T T T T
miz--> 50 100 150 200 250 300
Abundance
57.0
T
18.50
5000 m/z 85.10 46.35%
09.0 141.0
0 26.0
et
m/z--> 50 100 150 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- 7
57.0 18.50
m/z 41.10 41.13%
o M/VVJ\\AWJ\W
99.0 140.0
182.0
o Al b TR ae0 -
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.187 3.95 ng 185117 Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Tetradecane 198 C14H30 000629-59-4 81
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
Abundance Scan 2697 (19.187 min): BG047308.D\data.ms (-2692) (- | m/z 57.10 100.00%
57.1
1000 19.50
206.1 - -
- M W‘\ el J wu bt s “%7“2:1‘ B REEt m/z 43.10  69.87%
miz--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 — —
19.00 19.50
m/z 71.10 57.37%
\5 d‘ \\\9\01410 212.0
O\\\\‘\‘\‘\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
19.00 19.50
5000 m/z 85.10 41.69%
99.0
015_0 141.0 198.0
B e o B T
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane 7 —
57.0 19.00 19.50
m/z 41.10 39.22%
- W
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ T e —— —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 13-Octadecenoic acid, methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.210 2.51 ng 117452  Phenanthrene-die 17.389
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 52
2 Methyl 9-tetradecenoate 240 C15H2802 1000336-47-3 50
3 Methyl Z-11-tetradecenoate 240 C15H2802 1000130-82-8 41
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 38
5 9-Tetradecenal, (Z)- 210 C14H260 053939-27-8 27
Abundance Scan 2701 (19.210 min): BG047308.D\data.ms (-2700) (- | m/z 55.10 100.00%
553.1
5000 W
96.1 206.1
143.0 265.1 1 UL
AN R
0‘ﬂh&qwHhmwwwMNMWMWWNMLHWM”MMWHﬁMM m/z 41.10 50.35%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0
5000 — —
19.00 19.50
87.0 9
264.0 m/z 67.10 44.03%
s o 20
O H‘H\‘\ ‘ T \h\“\‘i M \H\“‘\‘H‘\ N”\‘\”\H\“\ \“\h\‘\“\ T } TTTT ‘ TTTT “‘\ TTT ‘ TTTT ‘ \‘\ TT ‘ TT \}’.\
m/z--> 40 60 80 100120140160180200220240260280
Abundance
55.0
—— —
19.00 19.50
5000 m/z 206.10 34.88%
87.0
123.0 166.0 208.0 240.0
o RN
m/z--> 40 60 80 100120140160180200220240260280
Abundance #94132: Methyl Z-11-tetradecenoate L T
55.0 19.00 19.50
m/z 96.10  28.75%
5000
96.0
166.0 208.0
AR5
m/z--> 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BG110420.M Thu Nov 12 14:40:33 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl19.67 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.674 2.16 ng 99749 Chrysene-d12 21.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 46
2 Adipic acid, butyl 2-pentyl ester 272 C15H2804 1000324-15-7 43
3 Adipic acid, butyl isobutyl ester 258 C14H2604 1000324-09-3 43
4 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 38
5 Adipic acid, butyl pent-4-en-2-y... 270 C15H2604 1000354-11-9 37

Abundance Scan 2780 (19.675 min): BG047308.D\data.ms (-2776) (- | m/z 185.10 100.00%

185.1
129.0
5000
57.1

— T — T
‘ } 2 s | 19.50 20.00
-l HI“‘H‘H\“M‘M‘I\ / ‘\H““H“\H‘l h‘\\\‘ 1kl l‘\ uu”\‘ i u‘n‘ p ol ‘:I" - §‘5‘8 ‘3‘ T ‘4‘5‘9“ m/z 129.00 61.43%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #190469: Butyl citrate
185.0
129.0

5000 — e
19.50 20.00

m/z 226.00  48.12%

41.0 259.0
““1‘\\\”\ “\‘\\‘\“‘\\\\‘\\\\“\\\\‘\\\\:3‘6\1\0\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
129.0

o

o

19.50 20.00
5000 185.0 m/z 208.10  27.98%
43.0
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108847: Adipic acid, butyl isobutyl ester — ——
185.0 19.50 20.00
129.0 m/z 211.00 26.37%
5000
5
ST Y. o TRn
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.673 10.44 ng 481051 Chrysene-d12 21.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Octanamide 143 C8H17NO 000629-01-6 64
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 58
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50
5 Hexadecanamide 255 C16H33NO 000629-54-9 50
Abundance Scan 2950 (20.673 min): BG047308.D\data.ms (-2947) (- | m/z 59.05 100.00%
59.0
5000 k
20.50 21.00
6. 234.1 : :
- “ AL, g “‘M e pf8‘4"1‘ S 28l 8323 0 hyz 72.10 62.91%
m/z--> 100 150 200 250 300 350
Abundance #128445:; 9-Octadecenamide, (Z)-
59.0
5000 P e
20.50 21.00
m/z 55.10 34.44%
290 1400 1840 2380 2810
O' “\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance
59.0
—— —
20.50 21.00
5000 m/z 41.10 31.78%
018.0 100.0 143.0 JJ/\W
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- —— ——
59.0 20.50 21.00
m/z 43.10 22.48%
5000
114.0
oo || amo I
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.791 2.33 ng 107377 Chrysene-d12 21.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Hexadecane 226 C1l6H34 000544-76-3 76
3 Eicosane 282 C20H42 000112-95-8 76
4 Tricosane 324 (C23H48 000638-67-5 68
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 64
Abundance Scan 2970 (20.791 min): BG047308.D\data.ms (-2967) (- | m/z 57.10 100.00%
57.1
5000 W
o1 —— ——
‘ ‘ \ . 221.1 281.1319 1 20.50 21.00
oL—— ‘m L \! \M L‘mw N g e \\‘ bl ‘hu i ’\ i m/z 43.10 62.99%
miz--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 —r— —
20.50 21.00
‘ F m/z 71.10 62.18%
9.0
141.0 212.0
O]Tgw-dw‘\““\‘!‘\“‘\““ \“\“\ \“‘\\\\‘\‘\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
20.50 21.00
5000 m/z 85.15 39.98%
o 990 141.0 183.0 226.0
T T e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane T —
57.0 20.50 21.00
m/z 41.10 33.94%
o Jw
9.0
0 \‘ ‘ I % | , 141.0183.0 2250 282.0
A e —— ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35

Operator : CG/JU

Sample : L4631-03 :
Misc : PAV-B11-110420-0-10

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 16 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.290 5.12 ng 236142 Chrysene-d12 21.649
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 3055 (21.290 min): BG047308.D\data.ms (-3052) (- | m/z 57.10 100.00%
57.1
5000 7.1 dﬂm
o w
191.1 246.2 : :
oLl— ‘\ ’ h‘w“‘\‘\ \H 1l ‘\u\h‘ i \’\3\]\' L M’ yal L] ‘L‘ | ‘2‘88“1‘ “?"4‘1’1‘ m/z 43.10 93.90%
miz--> 50 lOO 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 7.0 T LN
21.00 21.50
m/z 55.10 71.46%
Lo M A 1390 18202230 2800
\\\‘\ \\\‘\\\ \\\\\\\\\\\’
miz--> 50 100 150 200 250 300 350
Abundance
43.0
—— —
21.00 21.50
m/z 71.10 52.69%
5000 83.0
269.0
o 1250 1960 312.0
—— e T T
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester —— ——
57.0 21.00 21.50
m/z 41.10 46.91%
- WW
‘ ‘ 97.0
oLl Lm0 ameee0
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47308.D

Acqg On : 12 Nov 2020 9:35
Operator : CG/JU

Sample : L4631-03

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.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|
Tridecane 12.224 2.9 ng 100136 2 10.820 689002 20.0
Tetradecane 13.458 3.5 ng 156252 3 14.645 904418 20.0
Decane, 1-iodo- 14.534 3.6 ng 161761 3 14.645 904418 20.0
Hexadecane 15.480 3.7 ng 166569 3 14.645 904418 20.0
Undecane, 2,6-d... 15.885 2.7 ng 120822 3 14.645 904418 20.0
Heptadecane 16.343 4.5 ng 210285 4 17.389 936961 20.0
Octadecane 17.131 3.2 ng 148951 4 17.389 936961 20.0
Nonadecane 17.871 2.9 ng 136930 4 17.389 936961 20.0
n-Hexadecanoic ... 18.270 5.7 ng 264766 4 17.389 936961 20.0
Tetradecane, 2,... 18.564 2.7 ng 127769 4 17.389 936961 20.0
Pentadecane 19.187 4.0 ng 185117 4 17.389 936961 20.0
13-Octadecenoic... 19.210 2.5 ng 117452 4 17.389 936961 20.0
unknown19.67 19.674 2.2 ng 99749 5 21.649 921621 20.0
9-Octadecenamid... 20.673 10.4 ng 481051 5 21.649 921621 20.0
Eicosane 20.791 2.3 ng 107377 5 21.649 921621 20.0
5-Eicosene, (E)- 21.290 5.1 ng 236142 5 21.649 921621 20.0
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