LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©22323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc :

ALS Vvial : 15 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_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132529.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.243 404 409 416 rVB 1325844 1477967 44.34% 5.318%
2 5.637 472 476 479 rBV 3129656 2774818 83.24% 9.985%
3 6.631 641 645 648 rBV 2947942 2810201 84.30% 10.113%
4 7.007 705 709 712 rBV 1182657 922640 27.68%  3.320%
5 7.572 800 805 808 rBV 2024853 1880188 56.40% 6.766%
6 8.289 924 927 930 rBV 1377098 1196434 35.89% 4.305%
7 9.366 1106 1110 1114 rBV 3753253 3333440 100.00% 11.995%
8 9.436 1119 1122 1125 rBV 50634 43699 1.31% 0.157%
9 9.760 1174 1177 1181 rBV2 38007 39711 1.19% 0.143%
10 9.913 1200 1203 1206 rBV 41349 38471 1.15% 0.138%
11 9.966 1209 1212 1215 rVB 44821 40717 1.22% 0.147%
12 10.054 1223 1227 1230 rVV 1658925 1310032 39.30% 4.714%
13 10.083 1230 1232 1236 rVB 71201 62661 1.88% 0.225%
14 10.260 1258 1262 1265 rVB2 45877 49240 1.48% 0.177%
15 10.472 1291 1298 1301 rVB2 41352 49545  1.49% 0.178%
16 10.601 1317 1320 1326 rVB 66261 62217 1.87% 224%

17 10.766 1345 1348 1351 rVB2 137675 105810 3.17%
18 10.848 1358 1362 1365 rBV 2145920 1920471 57.61%
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=
=
R

19 10.960 1376 1381 1387 rVB3 77364 124093 3.72% 447%
20 11.395 1452 1455 1458 rBV3 80437 70530 2.12% 254%
21 11.442 1462 1463 1468 rVB2 35825 36032 1.08% 130%

22 11.548 1477 1481 1483 rBV 1466305 1227567 36.83%
23 11.572 1483 1485 1489 rVV 488701 390050 11.70%

(ORI R S )
N
[
A
R

24 11.625 1489 1494 1496 rVV 104902 110364  3.31% 397%
25 11.648 1496 1498 1505 rVB7 26448 41065 1.23% 148%
26 11.777 1517 1520 1525 rVB 49983 47729 1.43% 0.172%
27 12.054 1564 1567 1570 rBV2 169651 193335 5.80% ©.696%
28 12.166 1583 1586 1588 rBv2 88992 88972 2.67% ©.320%
29 12.348 1614 1617 1619 rBV 48199 38763 1.16% ©.139%
30 12.372 1619 1621 1628 rVB2 33701 37623 1.13% ©.135%
31 12.689 1672 1675 1680 rBV 37922 37469 1.12% 135%
32 12.766 1685 1688 1692 rBV 584547 544753 16.34% 960%
33 12.848 1697 1702 1703 rBV3 29198 37084 1.11%

34 13.001 1725 1728 1734 rVB 577961 510179 15.30%
35 13.136 1747 1751 1755 rBV 2668161 2381004 71.43%

0RO RrR®
[y
w
w
R

36 13.213 1761 1764 1769 rBV3 39275 62780 1.88%
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N
N
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B
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©22323\
Data File : BF132529.D

Acqg On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vvial : 15 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_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.324 1781 1783 1786 rVB 58852 53699 1.61% ©.193%
38 13.395 1792 1795 1797 rBV 54169 43110 1.29% ©.155%
39 13.560 1820 1823 1827 rBV3 29466 41044 1.23% 0.148%
40 13.701 1844 1847 1849 rBvV 41855 40725 1.22% 0.147%
41 14.030 1900 1903 1910 rVB4 192789 291371 8.74% 1.048%
42 14.207 1928 1933 1935 rBV2 890989 1044410 31.33% 3.758%
43 14.230 1935 1937 1945 rVB 232892 211571 6.35% 0.761%
44 15.289 2113 2117 2125 rBV 204087 430239 12.91% 1.548%
45 15.348 2125 2127 2131 rVB2 53879 57445 1.72% 0.207%
46 15.624 2170 2174 2180 rVB 137477 193898 5.82% 0.698%
47 15.689 2181 2185 2191 rBV 168179 221676 6.65% ©.798%
48 15.760 2192 2197 2201 rBV 715828 902740 27.08%  3.249%
49 17.354 2463 2468 2477 rVB3 79703 159742 4.79% 0.575%

Sum of corrected areas: 27789324
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 23 Feb 2023 19:51
: CG\JU
: 01660-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022323\
BF132529.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF132529.D\data.ms

5.637
6.631

7.572

5.243
7.007

Time-->

3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF132529.D\data.ms
9.366

13.136

10.848

10.054

11.548
.289

12.76613.001

11572

0
Time-->

az6_oremms &b-zw@ﬁ%@@ﬁw %E%MMJ@%
L I e L

I T T T DAL
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF132529.D\data.ms

14.207
15.760

14.0364:230 15.289

. 1538198

3.701 17.354

Time-->

T ‘ T T ’ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T T ‘ T T ‘ T ’ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.243 32.04 ng 1477970  1,4-Dichlorobenzene-d4 7.007

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 409 (5.243 min): BF132529.D\data.ms (-404) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R REEEE e
| 83.0 5.00 5.20 5.40 5.60 ]
O o e T m/z 59.00 63.07%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R I LA L

5.00 5.20 5.40 5.60
m/z 101.00 22.10%

0 27\\\ Ll i 830 10‘10
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RRRRE
5.00 5.20 5.40 5.60
5000 50.0 ITI/Z 57.95 15.86%
101.0
oh ‘1‘?‘.0‘“1“ “‘w P ‘8‘3"0“ B LA B
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.85%
5000 41.0
Ot 20020 L
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecane, 2,6,10,14-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.960 2.02 ng 124093 Phenanthrene-d10 11.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 2,6,10-Trimethyltridecane 226 Cl6H34 003891-99-4 80
4 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1381 (10.960 min): BF132529.D\data.ms (-1376) (- m/z 57.05 100.00%
57.0
. M
——
h 99‘ 1‘ 1831 11.00
0“_ku‘wﬂWJhﬁwﬂkwuqumqﬂhwwHM‘HMHW‘HWHH,H‘ m/z 71.05 79.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 R
11.00
113.0 ITI/Z 43.10 52.37%
183.0
O \\2‘\7‘\‘.9“‘”\‘!‘\\”}\"} \H“‘\\”\‘\“\\\%?4\.‘9\\\"‘\ \\\‘\\\2\2‘\4.\ \Q%??‘(\)H\’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
——
11.00
5000 m/z 85.00 31.91%
113.0
oL 20 H L) >%198.0 238.0267.0
H_HW‘HwHH,HH_H‘_HWH‘WHH“‘H_HW‘HWHH‘HH“‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane ——
57.0 11.00
m/z 55.00 23.09%
113
20 L ga010 g
‘wHH_‘H_Hw‘HWHH‘HH_H‘_HWH‘WHH_‘H_HW‘HWH‘ P
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.054 3.15 ng 193335 Phenanthrene-d10 11.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 1567 (12.054 min): BF132529.D\data.ms (-1564) (-) | m/z 192.00 100.00%
3 192.0

9.

43.1
5000
. T I
12.00
0 “Hﬁkﬂwwww m/z 72.95 98.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

5000 129.0 RN
12.00
. 157.0 18502130  256.0 m/z 60.00 86.85%
(o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0

T I
12.00
5000 129.0 m/z 43.10  76.54%
199.0 242.0
O Lo L]
ol L0 O O O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

-

—

%

Abundance #109284: Tetradecanoic acid

73.0 12.00
129.0 m/z 191.10 64.76%
5000 43.0
185.0 228.0
157.

o,% —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.030 5.58 ng 291371  Chrysene-d12 14.207
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 81
Abundance Scan 1903 (14.030 min): BF132529.D\data.ms (-1900) (- m/z 57.05 100.00%
57.0
97.1
5000
T 7 \
\ ‘h 9.1 1811 Zsf'O 2811 343 14.99
O L L M b e ST T m/z 43.00 79.41%
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — :
14.00
m/z 55.00 70.13%
o LU 0 0 saeg a0
miz—-> 50 100 150 200 250 300
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T 7 \
14.00
5000 m/z 83.10 65.90%
18. ‘ 39.0 196.0
ol i1 \ h P00 a0
m/z--> 50 100 150 200 250 300
Abundance #173730: 9-Eicosene, (E)- —
57.0 14.00
m/z 97.10 63.86%
97.0
5000
ol LLLLLL 390 810 2250 2900 .
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acq On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.624 4.30 ng 193898  Perylene-di12 15.760
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2174 (15.624 min): BF132529.D\data.ms (-2170) (-) | m/z 252.10 100.00%
252.1
5000
125.1 1 15.50 16.00
ObrAh gl 16101999, f 8031 857. ./ 250.10  25.40%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = e
15.50 16.00
m/z 253.10  19.81%
125.0
0390 830 , | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
—r— =5
15.50 16.00
5000 m/z 125.10 10.43%
126.0
0l50.0 87.0 , | 163.0200.0 |
T
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[k]fluoranthene T —
252.0 15.50 16.00
m/z 126.00 9.48%
5000
126.0
@0 ||
Ot e e — e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©022323\
Data File : BF132529.D

Acqg On : 23 Feb 2023 19:51
Operator : CG\JU

Sample : 01660-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.243 32.0 ng 1477970 1 7.007 922640 20.0
Pentadecane, 2,... 10.960 2.0 ng 124093 4 11.548 1227570 20.0
n-Hexadecanoic ... 12.054 3.1 ng 193335 4 11.548 1227570 20.0
3-Eicosene, (E)- 14.030 5.6 ng 291371 5 14.207 1044410 20.0
Benzo[e]pyrene 15.624 4.3 ng 193898 6 15.760 902740 20.0
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