LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acqg On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc : [TOPSOIL-STMWTR-DENALI-2

ALS Vvial : 4  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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56399.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.332 341 348 355 rBV 107541 164035 8.59% 1.264%
2 5.819 423 431 439 rBV 411325 675567 35.40% 5.208%
3 7.441 698 707 716 rBV 431746 741643 38.86% 5.717%
4 8.293 846 852 860 rBV 117626 196375 10.29% 1.514%
5 9.468 1045 1052 1060 rBV 251063 446467 23.39%  3.442%

6 11.125 1325 1334 1341 rBV 157190 285748 14.97%
7 13.534 1737 1744 1751 rBV 850348 1329239 69.64% 10.
8 14.909 1970 1978 1986 rBV 289195 470452 24.65%
9 16.248 2200 2206 2213 rBV 184719 264681 13.87%
10 16.389 2224 2230 2241 rBV 677904 1060177 55.55%
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11 17.647 2438 2444 2449 rBV 394901 604302 31.66%
12 17.688 2449 2451 2458 rVB 28708 36614 1.92%

B U A
N
00
N
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13 18.499 2576 2589 2599 rVB 425265 744116 38.99% 736%
14 18.781 2630 2637 2644 rVV4 68355 168287  8.82% 297%
15 18.839 2644 2647 2655 rVBle 34646 55464  2.91% ©0.428%

16 19.615 2775 2779 27860 rBV3 59149 80114 4.20% 0.618%
17 19.680 2786 2790 2793 rBV 95596 136889 7.17% 1.055%
18 19.750 2798 2802 2820 rVB 681638 1378955 72.25% 10.630%
19 20.044 2847 2852 2856 rVB 99725 144085 7.55% 1.111%
20 20.220 2877 2882 2888 rVB 1493663 1908642 100.00% 14.713%

21 20.608 2944 2948 2955 rVvB2 115914 199757 10.47%  1.540%
22 21.401 3078 3083 3090 rVB3 101622 190644 9.99% 1.470%
23 21.524 3100 3104 3112 rVB6 61221 125800 6.59% 0.970%
24 21.936 3167 3174 3180 rBV 393298 715584 37.49% 5.516%
25 22.300 3230 3236 3243 rVB3 79381 171810 9.00% 1.324%

26 25.367 3750 3758 3767 rVB 226523 677104 35.48% 5.220%

Sum of corrected areas: 12972551
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc : [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056399.D\data.ms

1400000
1200000
1000000

800000

600000

7.441
400000 5819

9.468
200000

ol

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056399.D\data.ms

5.332 8.293 11.125

20.220
1400000

1200000

1000000

13.534

800000 19.750
16.389

600000 16,499 21.936

17.647 '
400000 14.900
' 19.680
200000 16.2 o, 10.6120.044 20608  2b40b, || 22.300
17,688

B e eSS S

Time--> 13.50 14.00 14.50 15.00 1550 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: BG056399.D\data.ms

1400000
1200000
1000000
800000
600000
400000 25.367

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.332 16.71 ng 164035 1,4-Dichlorobenzene-d4 8.293

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
3 Butanoic acid, 4-(2-methoxy-1-me... 204 C9H1605 054966-46-0 33
4 Guanidine 59 CH5N3 000113-00-8 32
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
Abundance Scan 348 (5.332 min): BG056399.D\data.ms (-341) (-) m/z 59.00 100.00%
59.0
101.0
5000
e AaRmaESs S
41/0 LL 83.0 5.00 5.20 5.40 5.60
ob el LWV m/z 43.00 83.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U R R IR R
5.00 5.20 5.40 5.60
101.0 m/z 101.00  68.40%
O\‘2$'\q\\“h\\\W‘\\\\8‘?7\.0\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 59.0
e RRNmEEES S
5.00 5.20 5.40 5.60
5000 m/z 58.00 20.21%
‘\ I 102.0
ot i il e
m/z--> 20 40 60 80 100 120 140 160
Abundance #80962: Butanoic acid, 4-(2-methoxy-1-methyl-2-oxoetho e
59.0 101.0 5.00 5.20 5.40 5.60
m/z 56.00 10.79%
5000
41,0
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.248 11.25 ng 264681  Acenaphthene-die 14.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 47
3 9H-Pyrido[3,4-b]indole, 1-methyl- 182 C12H1@N2 000486-84-0 46
4 3,4-Dimethoxy-5-hydroxybenzaldehyde 182 C9H1004 029865-90-5 43
5 Methyl benzilate 242 C15H1403 000076-89-1 41
Abundance Scan 2206 (16.248 min): BG056399.D\data.ms (-2200) (- | m/z 104.95 100.00%
105.0
181.9
5000
— —
51.0 152.0 ‘ 16.00 16.50
bR L2422 28400 81 05 76.68%
miz--> 50 100 150 200 250
Abundance #56927: Benzophenone
105.0
182.0
5000 e ——
16.00 16.50
51.0 m/z 77.00 64.31%
‘ 152.0 i
O T T T T } T \HH\ T ’ T T T T “H T T T T ‘ T T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #56998: 3,3'-Dimethylbiphenyl
182.0
— —
16.00 16.50
5000 m/z 51.00 16.34%
LI R
miz--> 50 100 150 200 250
Abundance #56799: 9H-Pyrido[3,4-blindole, 1-methyl- :
182.0 16.00 16.50
m/z 181.00  13.81%
5000
510 91‘-0 127.0 ‘ |
o ‘u“w‘“JWw p‘WwMN ﬂ“ e sl a0y
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.499 24.63 ng 744116  Phenanthrene-di0 17.647
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 35
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35

Abundance Scan 2589 (18.499 min): BG056399.D\data.ms (-2576) (- | m/z 73.00 100.00%
73.0

9.

-

5000 410 1290 213.1
171.1
T P
obreeel ALl ”W‘m‘w‘: mmm_m_m“,mh,Mmlww m/z 60.00  46.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T T
213.0 18.50
‘ 1570 m/z 213.10  43.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
—
18.50
5000 ITI/Z 55.00 39.41%
129.0
‘ ‘ 171.0 214.0
0 ,,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid —
43.0 73.0 18.50
m/z 129.00 37.72%
5000 129.0
199.0 2420
b T
o,“m‘f‘m‘”M”"wl”“uu‘:“l‘MM""""""“"‘,m,w_www E—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 unknownl8.781 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.781 5.57 ng 168287  Phenanthrene-di0 17.647
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 46
2 Pentacosane 352 C25H52 000629-99-2 43
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 43
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 43
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 35
Abundance Scan 2637 (18.781 min): BG056399.D\data.ms (-2630) (- | m/z 71.00 100.00%
71.0
208.0
5000
137.0 1850  19.00
0F— ‘1“ ;‘“l‘ml‘“"d‘”““M‘“u““‘\‘“‘w‘“l‘““,‘“ J“‘w"‘!‘*‘ H‘“‘Hﬂ‘ ”2?‘70 A ‘429 m/z 57.00 75.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 — —
18.50 19.00
m/z 85.05 69.81%
141.0
O\\“\‘\“‘\4‘!“\““\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
—— —
18.50 19.00
5000 m/z 208.00 60.99%
13.0
0 ‘ \|\ dh\]M H‘ Ly 1\8\39\2‘390 295.0 3520
T TR e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 18.50 19.00
m/z 43.05 34.47%
5000
113.0
0 1 ‘lw ] \‘ {1 183.0 239.0 296.0
a2 R e R —— —
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Linoleyl methyl ketone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.615 2.65 ng 80114  Phenanthrene-d1e 17.647
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Linoleyl methyl ketone 278 C19H340 029204-24-8 90
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 83
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 76
4 Linoelaidic acid 280 C18H3202 000506-21-8 74
5 9,12-Octadecadien-1-01, (Z,Z2)- 266 C18H340 000506-43-4 70

Abundance Scan 2779 (19.615 min): BG056399.D\data.ms (-2775) (- | m/z 67.00 100.00%
67.0

-

5000
‘ ‘ P
19.50 20.00
0! m/z 95.00 81.22%
m/z--> 50 100 150 200 250 300 350
Abundance #171280: Linoleyl methyl ketone
67.0
5000 — e
09.0 19.50 20.00
m/z 81.00 80.57%
29. 51.0 2200 2780
0 ‘\m‘\ Ni“ bl ‘\“ T 1 oy T \‘\L\ L e
miz--> 50 100 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
P P
19.50 20.00
5000 ITI/Z 69.00 55.86%
09.0
29.0 ‘ 280.0
o Lt | 13900 050050 |
m/z--> 50 100 150 200 250 300 350
Abundance #19561: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [IR-(1.al e —
41.0 19.50 20.00
m/z 55.05 54.58%
95.0
5000
ol L w\isso Seam——
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc : [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 6 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.750 45.64 ng 1378960  Phenanthrene-d10 17.647
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 78
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 12-Bromododecanoic acid 278 C12H23Br02 073367-80-3 35

Abundance Scan 2802 (19.750 min): BG056399.D\data.ms (-2798) (- | m/z 73.00 100.00%
73.0

241.2
5000 129.0 185.1 i
284.1

0 il e L ‘i T - “u 5 m/z 60.00  56.06%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0
5000 8.0 L — — T T
1850 241.0 19.50 20.00

m/z 241.20  47.24%

0 “‘1“““‘““‘1 H“\‘\‘ ‘L Al \‘ Ll - 1 S
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
T T
19.50 20.00
5000 129.0 m/z 55.00 45.64%
29.
199.0 242.0
m/z--> 50 100 150 200 250 300 350

Abundance #109281: Tetradecanoic acid — —
73.0 19.50 20.00
m/z 129.00  44.65%
5000
129.0
29. 185.0 228.0
0 ‘M‘\‘u} “ i \‘\u“ “\‘ \‘ - “\‘ L B A o ; ‘ : ; ‘ ;
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc : [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 7 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.608 5.58 ng 199757  Chrysene-d12 21.936
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86

Abundance Scan 2948 (20.608 min): BG056399.D\data.ms (-2944) (- | m/z 71.00 100.00%

71.0
5000

- i
| ﬁ'o 1551 1050 2391 7051 2050  21.00
oL A b L LT 1980 SO0 28518282 7S h/; gs.10  80.28%

‘\ T ‘ T \‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0

5000 it s
20.50 21.00

m/z 57.00 64.09%

141
ol L] ) LD 2100 2530 3090 3660
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

7
20.50 21.00

5000 m/z 43.00 39.61%
9.0
o LIl 141018302250  ze50 3520
O T e I B s [ S e
m/z--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —— ——
57.0 20.50 21.00

m/z 99.10  25.56%

5000
113 0 155 0
‘\ I hh\ \\‘\ \M u L | 225.0

0L pleak i ““‘ i —
miz--> 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\BG012423\
Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc [TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 8 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.401 5.33 ng 190644  Chrysene-d12 21.936
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Octacosane 394 (C28H58 000630-02-4 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3083 (21.401 min): BG056399.D\data.ms (-3078) (- | m/z 71.00 100.00%

71.0
5000
— ——
“127 0 300 21.00 21.50
0 H‘J“u LA L ‘m“‘2‘3(‘5“5"??1“2?79?9"_“5‘0‘?7“ m/z 85.00 77.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 T LI
21.00 21.50
m/z 57.05 65.91%
113.0
0 ‘\‘ ) H H ” 1 \l1\6902250 295.0 367.0
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
‘ —
21.00 21.50
5000 ITI/Z 43.05 42 .20%
13.0
0 J‘ | [3:0169.0225.0281.0337.0393.0449.0 506.( WW\J\M
HHHH“H“H‘HH“H‘\‘\\\!\\\\!\\\\\\\\\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane “ —
57.0 21.00 21.50

m/z 69.00  26.63%

o WMWWNWWMJJKWPM\ANWMW

1] 4+30160.0225.0281.0337.0 394.0

Ol L 22 g2 1 281.0337.0394.0 — e
miz—> 0 50 100 150 200 250 300 350 400 450 500 = 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\

Data File : BG@56399.D

Acq On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc . TOPSOIL-STMWTR-DENALI-2

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Trifluoroacetoxy hexadecane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
21.524 3.52 ng 125800  Chrysene-d12 21.936
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 78

5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 74

Abundance Scan 3104 (21.524 min): BG056399.D\data.ms (-3100) (- | m/z 83.00 100.00%
5000 \MMM%WMJ\mj\WVNMWNMﬂwM
168.1 226.0 21'50 |
” ol U 2800 3562 430 21.50
0 H\‘WV‘N”“WMMW““”ﬁW”“WNHWNWW\HWM1J\‘\NM m/z 97.05 87.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — :
11.0 21.50
‘ m/z 69.00  85.97%
O \\“‘\“‘ “ “ ‘! “\\]\.9\6‘9\\\‘2\6?\(]\‘3\29\0\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
T T
21.50
m/z 71.00 69.03%
5000 1110 /
1690
o bl | a0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol 7 ‘
57.0 21.50
m/z 57.00 58.44%
111.0
5000
0 111670 2220 278.03230 3780 -
m/z--> 50 100 150 200 250 300 350 400 21.50
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Data Path :
Data File :
Acq On : 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
BGO56399.D

Jan 2023 12:06

Operator : CG/JU

Sample
Misc
ALS vial : 4

Quant Method :
Quant Title

TIC Library

. 01152-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

[TOPSOIL-STMWTR-DENALI-2

BG122722.M

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Octacosane, 2-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
22.300 4.80 ng 171810  Chrysene-d12 21.936
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 2-Methyltetracosane 352 C25H52 001560-78-7 90
4 Octacosane 394 C28H58 000630-02-4 87

5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86

Abundance Scan 3236 (22.300 min): BG056399.D\data.ms (-3230) (- | m/z 71.00 100.00%

71.0
5000
‘ \ 271 2200 2250
207.0 2811 g434 : :
ok H‘ w‘h“ bbbt b L 303 4830y es.ee 77.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 —— ——
22.00 22.50
m/z 57.00 65.82%
1
\\\‘\ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\

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

y

Abundance #307033: Octacosane, 2-methyl-
57.0
22.00 22.50
5000 ITI/Z 43.00 34.29%
‘ ‘ h 0 169.0
ol L L1 ] 1090 2250 2810 3050
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262014: 2-Methyltetracosane —— —
57.0 22.00 22.50
m/z 99.00 26.34%
B WWW\MMMWW/\WWNMWWWAW
o LLLLLETY 1690 2250 3090 b Do
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BG@56399.D

Acqg On : 24 Jan 2023 12:06

Operator : CG/JU

Sample : 01152-01 :

Misc : [TOPSOIL-STMWTR-DENALI-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-... 5.332 16.7 ng 164035 1 8.293 196375 20.0
Benzophenone 16.248 11.3 ng 264681 3 14.909 470452 20.0
n-Hexadecanoic ... 18.499 24.6 ng 744116 4 17.647 604302 20.0
unknown18.781 18.781 5.6 ng 168287 4 17.647 604302 20.0
Linoleyl methyl... 19.615 2.6 ng 80114 4 17.647 604302 20.0
Octadecanoic acid 19.750 45.6 ng 1378960 4 17.647 604302 20.0
Docosane, 11-bu... 20.608 5.6 ng 199757 5 21.936 715584 20.0
Hexacosane 21.401 5.3 ng 190644 5 21.936 715584 20.0
Trifluoroacetox... 21.524 3.5 ng 125800 5 21.936 715584 20.0
Octacosane, 2-m... 22.300 4.8 ng 171810 5 21.936 715584 20.0
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