LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acqg On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

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-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130722.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.734 481 484 499 rBV 129950 179138 6.10% 1.203%
2 5.175 556 559 586 rBvV 957165 1113604 37.93% 7.478%
3 6.222 734 737 762 rBV 692562 785704 26.76% 5.276%
4 6.405 764 768 772 rBV2 30029 33670 1.15% 0.226%
5 6.569 792 796 804 rVB 471887 454063 15.47% 3.049%
6 7.140 889 893 900 rBV 1413364 1515478 51.62% 10.176%
7 7.810 1001 1007 1010 rBv4 20810 45756 1.56% ©.307%
8 7.852 1010 1014 1027 rVB 720051 652694 22.23%  4.383%
9 8.251 1075 1082 1089 rBV8 13088 33991 1.16% 0.228%
10 8.634 1144 1147 1151 rBV 286464 254843 8.68% 1.711%
11  8.928 1192 1197 1200 rBV 3288909 2935642 100.00% 19.713%
12 9.598 1307 1311 1314 rBV 846127 703421 23.96% 4.723%
13 9.834 1349 1351 1360 rVB6 19772 31853 1.09% 0.214%
14 9.904 1360 1363 1368 rBV3 22376 32916 1.12% 0.221%
15 10.328 1430 1435 1439 rVB2 26726 31719 1.08% 0.213%

16 10.393 1441 1446 1459 rVV 1814047 1889068 64.35% 12.
17 10.510 1463 1466 1474 rVB6 16664 35518 1.21%
18 11.075 1559 1562 1566 rBV 714727 682172 23.24%
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19 11.622 1650 1655 1658 rBv2 91767 101899 3.47% 684%
20 12.287 1765 1768 1772 rBV 39819 35767 1.22% 240%
21 12.516 1802 1807 1813 rVB 50316 68162 2.32% 0.458%

22 12.663 1828 1832 1835 rBV 2536621 2090037 71.20% 14.034%

23 13.657 1997 2001 2006 rBV5 47632 103820 3.54% 0.697%
24 13.710 2006 2010 2013 rVV 494536 438650 14.94% 2.946%
25 13.816 2023 2028 2033 rVB2 26578 32218 1.10% 0.216%
26 14.716 2177 2181 2188 rVB2 34816 59693 2.03% 0.401%
27 14.980 2223 2226 2229 rBV 30915 31487 1.07% 0.211%
28 15.086 2240 2244 2250 rBV 374810 424031 14.44% 2.847%
29 15.733 2349 2354 2365 rVB2 23406 57745 1.97% 0.388%
30 16.392 2462 2466 2473 rVB2 17857 37434 1.28% 0.251%
Sum of corrected areas: 14892193
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130722.D\data.ms
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8.928

o

3000000

12.663
2500000

2000000 10.393
1500000

1000000 9.598
7.852 11.075

500000
8.634
7810 8251 ﬂ L 98304  10.338.510 11.622 12.2812.51
‘ e e e e

0 ‘ e ! ; e
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: BF130722.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.734 7.89 ng 179138 1,4-Dichlorobenzene-d4 6.569

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 484 (4.734 min): BF130722.D\data.ms (-481) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Triacetin Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.634 7.81 ng 254843  Naphthalene-d8 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacetin 218 C9H1406 000102-76-1 86
2 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 83
3 1,1,2-Triacetoxyethane 204 C8H1206 002983-35-9 45
4 Propanoic acid, 2-oxo-, ethyl ester 116 C5H803 000617-35-6 17
5 1,2-Propanediol, diacetate 160 C7H1204 000623-84-7 12
Abundance Scan 1147 (8.634 min): BF130722.D\data.ms (-1144) (-) m/z 43.05 100.00%
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e e e e e e e ARREER s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.622 2.99 ng 101899  Phenanthrene-die 11.081
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1655 (11.622 min): BF130722.D\data.ms (-1650) (- m/z 73.10 100.00%
73.1
43.0

5000 129.0

[

213.2 o

157.0185.1 256.1 11.50 12.00
m/z 60.00 88.91%
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Abundance #143511: n-Hexadecanoic acid
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Abundance #92069: Tridecanoic acid 1 T
73.0 11.50 12.00

m/z 55.05 66.91%

43.0
5000 129.0
171.0 ‘MLW
214.0
Il H“H ?\h T ‘

‘ ‘ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.657 4.73 ng 103820  Chrysene-di12 13.710
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 70
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 70
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 70
5 1-Octadecanol 270 C18H380 000112-92-5 64

Abundance Scan 2001 (13.657 min): BF130722.D\data.ms (-1997) (- m/z 55.05 100.00%

55.0
97.1
5000

173.0
—— ——

244.0 13.50 14.00
1L L

e m/z 57.05 72.34%

m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate
57.0
97.0

5000 — e
13.50 14.00

m/z 83.10 64.94%

\‘ 1l i \ “ M \h ? 182 0 238 O 28\3 0 334 0
LI ‘ \ T ‘ \ T ‘ L ’ \ T \ ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0

— —
13.50 14.00
5000 m/z 97.10  61.99%
250.0
‘ ‘M L i L “m‘ ““%8;‘2‘0 b 210 360,
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 —— —
57.0 97.0 13.50 14.00
m/z 43.05 59.91%
- A/WJ\/\«)W
Lg-q) \‘ ‘ \H\ % \‘\ h :1\781 0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.716 2.82 ng 59693 Perylene-d12 15.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2181 (14.716 min): BF130722.D\data.ms (-2177) (-) | m/z 252.10 100.00%
252.1
B9.0 82.2 125 199.1 355 14 50 15 00
H'_Hv'w;cw“ l‘?l‘o"_m‘um,””_' m/z 250.10  27.57%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
14.50 15.00
m/z 253.0 21.61%
125.0
39.0 83.0 , | 2000 . |
L ‘ T T T ‘ T ‘ T T T ‘ L T T T ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0
Do i gt Al
14.50 15 00
5000 m/z 126.0 11.28%
126.0
39.0 87.0 ‘\\ 161.0 200.0 | ‘H
e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0 14.50 15.00
m/z 125.0 9.26%
5000
126.0
50.0 870 L 16302000 \ W\Mﬁ
e Tt e Hi— —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101922\
Data File : BF130722.D

Acq On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 2(3H)-Furanone, dihydro-3,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.733 2.72 ng 57745 Perylene-d12 15.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Furanone, dihydro-3,4-bis[... 358 C20H2206 000580-72-3 90
2 phenol, 4,4'-[dithiobis(methylen... 338 C16H1804S2 1000398-15-5 59
3 Benzenemethanol, 4-methoxy-.alph... 251 C13H17NO4 103130-05-8 53
4 Sebacic acid, 2-methoxybenzyl oc... 434 C26H4205 1010380-77-7 53
5 Guaiacol, 4-butyl- 180 C11H1602 059832-96-1 50

Abundance Scan 2354 (15.733 min): BF130722.D\data.ms (-2349) (- m/z 137.05 100.00%

137.1
5000
358..

DA T
. 94.0 ‘ 1940 2490 15.50 16.00
Ptk et S SRR n/z 358.10 20.11%
m/z--> 50 100 150 200 250 300 350
Abundance #267820: 2(3H)-Furanone, dihydro-3,4-bis[(4-hydroxy-3-r
137.0
5000 358.( T T 7

15.50 16.00
m/z 138.00  19.06%

410 940
— Mh ‘MH‘\H‘M i ‘\‘\‘\m‘\“\ ‘M‘ : ?17‘5‘9\ ‘2‘2}"0‘ ] L :
miz--> 50 100 150 200 250 300 350
Abundance #245565: phenol, 4,4'-[dithiobis(methylene)]bis[2-methox
137.0

15.50 16.00
5000 m/z 122.00 15.07%
300 90 ‘ 2730  338.0
m/z--> 5‘0 160 1E‘>0 260 25‘>0 360 35‘0
Abundance #136726: Benzenemethanol, 4-methoxy-.alpha.-(2-nitroc
137.0 15.50 16.00

m/z 94.00 11.03%

5000
77.0
40 770 || 205.0 2510
e bl 290 L0

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\BF101922\
Data File : BF130722.D

Acqg On : 19 Oct 2022 21:01

Operator : CG\JU

Sample : N5181-01 :

Misc : PIT-14-EXCAVATION-WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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-... 4.734 7.9 ng 179138 1 6.569 454063 20.0
Triacetin 8.634 7.8 ng 254843 2 7.851 652694 20.0
n-Hexadecanoic ... 11.622 3.0 ng 101899 4 11.081 682172 20.0
Heptadecyl trif... 13.657 4.7 ng 103820 5 13.710 438650 20.0
Benzo[e]pyrene 14.716 2.8 ng 59693 6 15.086 424031 20.0
2(3H)-Furanone,... 15.733 2.7 ng 57745 6 15.086 424031 20.0
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