LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50224\
Data File : BM@45668.D

Acq On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS Vial : 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_M\Methods\8270-BM@43024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@45668.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.716 272 277 289 rBV 202247 275803 26.28% 4.252%
2 5.146 344 350 363 rBV 407436 604039 57.55% 9.313%
3 6.710 608 616 629 rBV 359819 592468 56.45% 9.135%
4 7.516 747 753 763 rVB 64998 106085 10.11% 1.636%
5 8.681 943 951 962 rBV 187438 340736 32.47% 5.254%

6 10.286 1217 1224 1238 rBV 55888 115242 10.98%
7 12.780 1641 1648 1662 rBV 411147 639584 60.94%
8 14.174 1879 1885 1893 rBV 80323 122394 11.66%
9 15.604 2123 2128 2136 rBV2 56186 91382 8.71%
@ 15.686 2136 2142 2151 rVB 415458 645346 61.49%
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11 16.309 2243 2248 2255 rBV 101071 126343 12.04%
12 16.386 2255 2261 2265 rVV 90940 131032 12.48%
13 16.433 2265 2269 2271 rVWV 94610 126721 12.07%
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14 16.468 2271 2275 2280 rVB 170671 217257 20.70% 350%
15 16.939 2350 2355 2363 rBV 93549 133801 12.75% 063%
16 17.851 2505 2510 2522 rBV2 34663 56500 5.38% 0.871%
17 19.150 2726 2731 2739 rBV2 24526 37456 3.57% 0.578%
18 19.598 2801 2807 2816 rBV 911400 1049537 100.00% 16.182%
19 20.886 3022 3026 3035 rBV2 33677 56906 5.42% 0.877%
20 21.092 3058 3061 3066 rBV5 6867 11341 1.08% 0.175%
21 21.162 3069 3073 3083 rBV 144796 217757 20.75% 357%
22 21.756 31790 3174 3176 rBV4 16307 22547 2.15% 348%
23 22.697 3330 3334 3340 rBV2 50124 67409 6.42%

24 23.344 3438 3444 3453 rVB 148768 295478 28.15%
25 23.868 3529 3533 3540 rVB 67560 126500 12.05%
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26 23.968 3545 3550 3557 rVBS8 28066 69591 6.63%
27 25.579 3818 3824 3834 rBVS5 69219 206493 19.67%  3.184%
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Sum of corrected areas: 6485748
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\

Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@43024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM045668.D\data.ms

800000

600000

5.146
400000 6.710
200000 4716 8.681
7.516 10.286
07— T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM045668.D\data.ms
19.598
800000
600000
12.780 15.686
400000
200000 16.468
1 16.939
14.174
15.604 17.851 19.150
O LA B e B e e B B [ A A e e e e B I I e e o e e B

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM045668.D\data.ms

800000
Time-->

8270-BM@43024.M Fri May 03 19:01:55 2024

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.716 52.00 ng 275803 1,4-Dichlorobenzene-d4 7.516

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000R57-71-6 27
3 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11INO 005780-40-5 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 277 (4.716 min): BM045668.D\data.ms (-272) (-) m/z 43.00 100.00%
43.0
5000 590 j{
101.0 T T T T
4.40 4.60 4.80 5.00
IR 83.0 ;
O e e e m/z 59.00 50.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.40 4.60 4.80 5.00
101.0 m/z 101.00  18.82%
3]T'0 L | 83.0 |
0 e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.40 4.60 4.80 5.00
5000 m/z 58.00 13.14%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
Abundance #4315: 1-Butene, 4-eth0Xy- T T T T T T T
m/z 41.00 9.27%
\\\\\\\‘\\\\‘\\\\“H‘i\\‘\‘\}\‘\\\\\\\\‘\\\\‘\\\\\\\\\ \\\\\\\\\\\\\\‘\\\/\\‘
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42
Operator : MA/JU

Sample : P2252-12

Misc :

ALS vial : 4 Sample Multiplier: 1

PT-TRIAZINE-SOIL

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 1,3,5-Triazine-2,4-diamine,...

R.T. EstConc Area Relative to ISTD

15.604 13.66 ng 91382  Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm

11,3,5-Triazine-2,4-diamine, 6-ch. 173 C5H8CIN5
2 2-Methylthio-4-chloroaniline 173 C7H8CINS
3 4-Trifluoromethylbenzoic acid, c. 258 C13H13F302
4 1-Methyl-2-acetylindole 173 C11H11NO
5 1-naphthalenamine, 5-methoxy- 173 C11H11INO

Concentration Rank 4

001007-28-9 96
029690-21-9 38
1000280-03-5 35
016498-68-3 30
1000404-65-3 22

Abundance Scan 2128 (15.604 min): BM045668.D\data.ms (-2123) (- | m/z
68.0 157.9

42,0
5000

110.0

68.00 100.00%

=

— ‘ ‘
15.50 16.00

o \ 206.9 n/z

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48482: 1,3,5-Triazine-2,4-diamine, 6-chloro-N-ethyl-

42.95 90.62%

m/z-->

173.0
145.0
68.0 "
5000 e [ronyping
110.0 15.50 16.00
‘ ‘ ‘ m/z 157.90 84.66%
0 H‘wuwﬂumhwm‘H“HWH‘WHA‘HHM‘HMHW‘HWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
158.0
T ‘ T T ’ T
15.50 16.00
5000 m/z 173.00 79.72%

e

Abundance #145232: 4-Trifluoromethylbenzoic acid, cyclopentyl este

m/z

i gt by

44.00 69.83%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Prometon Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.310 18.89 ng 126343  Phenanthrene-di10 16.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Prometon 225 C10H19N50 001610-18-0 98
2 N-(2-Methoxy-5-nitrophenyl)aceta... 210 C9H10ON204 033721-54-9 30
3 4-(2-Chlorophenyl)-1,3-thiazol-2... 210 C9H7CIN2S 021344-90-1 22
4 Pyridine, 5-ethyl-2-phenyl- 183 C13H13N 066562-61-6 18
5 9(10H)-Acridinone, 4-methoxy- 225 C14H11NO2 035308-00-0 14
Abundance Scan 2248 (16.309 min): BM045668.D\data.ms (-2243) (- m/z 210.10 100.00%
1680 2101
58.1 :
5000
141.0
830 1120 — ——
‘ ‘ ‘ H H | 16.00 16.50
Ol ll Mw“wm mlw w‘m“‘\u‘w1“”‘“”‘ m/z 168.00  82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105058: Prometon
58.0 168.0 210.0
5000 . —r—
98.0 141.0 16.00 16.50
m/z 58.10 78.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
168.0
‘ T T ‘ T
43.0 16.00 16.50
5000 : m/z 225.10 65.08%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #88185: 4-(2-Chlorophenyl)-1,3-thiazol-2-amine ‘ ‘
m/z 69.00 56.08%
ol H\‘\ by ‘\ |
\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc . PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.851 8.45 ng 56500 Phenanthrene-di10 16.939
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Pentadecanoic acid 242 (C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 53
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2510 (17.851 min): BM045668.D\data.ms (-2505) (-  m/z 43.00 100.00%

43.0 73.0
5000
129.0

H\HHHH‘HH‘HH‘\H\‘HH‘HH‘HHHH‘HH‘HHHH\
m/z-->
Abundance #109279: Tetradecanoic acid

m/z 55.00 75.20%

\‘ HH‘ uh” M‘\ L ‘ il Aﬂfv’\

1911 157.0 00,213 561 17.50 18.00
0 AL Lo T w2 73.ee 98.49%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 ’\h/\f'M/’\/\f‘W\/‘"‘(\ ‘
17 50 18. 00
)
97.0 157018502130 e M2z 60.00 81.99%
omw“;w!uJ:‘H‘w‘mxh“‘ww‘: mw‘HH_‘mw“_wm!_
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance
43,0 730
‘ T \AA‘ T
17.50 18.00
5000 m z 41.00 80.18%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc . PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Pentadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.151 3.44 ng 37456  Chrysene-di12 21.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecanoic acid
2 n-Hexadecanoic acid
3 Octadecanoic acid

4 Dodecanoic acid

5 n-Decanoic acid

242 C15H3002
256 C16H3202
284 (C18H3602
200 C12H2402
172 C10H2002

001002-84-2 53
000057-10-3 52
000057-11-4 50
000143-07-7 50
000334-48-5 50

Abundance Scan 2731 (19.150 min): BM045668.D\data.ms (-2726) (- m/z 43.00 100.00%
43.0
73.0
5000 129.0
it
| ‘ H‘ ‘ | 170.9 Loc o 24‘“ 284" 19.00 19.50
ol ‘H‘J“m‘l‘H‘H‘HwH_M‘m_WWWWWJH m/z 41.00 92.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
5000 19.00 19.50
242.0 : :
129.0 m/z 60.00 87.88%
‘ ‘ ‘ 199.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
T ‘ T T ‘ n\
19.00 19.50
5000 m/z 73.00 82.58%
‘HH TTTT \H\’HH‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH TTTTpTTT
m/z-->
Abundance #179089: Octadecanoic acid ‘
m/z 54.95 76.61%
B “ | | L ‘\
‘\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘\H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc . PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.886 5.23 ng 56906 Chrysene-d12 21.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 87
3 Octacosanol 410 C28H580 000557-61-9 87
4 Butyl tetracosyl ether 410 C28H580 1000406-40-9 86
5 Butyl docosyl ether 382 C26H540 1000406-40-8 86
Abundance Scan 3026 (20.886 min): BM045668.D\data.ms (-3022) (- m/z 56.95 100.00%
57.0
> il h\
‘ ‘ 139.0 1939 281.9 20.50 21.00
ol bWl pnes, m/z 43.00 78.10%
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 - —
20.50 21.00
m/z 55.05 73.10%
.0
0 i ‘ \H\% \‘\ d\ 1781 022202640306 0 378.0
H‘_H‘ R e Em o
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
‘ T T ‘ T
97.0 20.50 21.00
5000 m/z 40.95 59.32%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #308225: Octacosanol ‘ T I
m/z 83.00 58.77%
“‘\ \“ \H\ d‘h \‘\ h‘\‘” S T MAMLLM
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 unknown2l.756 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.756 2.07 ng 22547 Chrysene-di2 21.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 46
2 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 46
3 Tetradecane 198 C14H30 000629-59-4 46
4 Sulfurous acid, pentyl tetradecy... 348 C19H4003S 1010309-14-7 38
5 Heptacosane 380 C27H56 000593-49-7 38

Abundance Scan 3174 (21.756 min): BM045668.D\data.ms (-3170) (-  m/z 57.00 100.00%

57.0
5000 207.0
—— ——
991 369 soag 2409 21.50 22.00
ol J““““ N HPRR H‘ e “ - m/z 71.00 79.67%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 \M h
21.50 22.00
m/z 43.00 67.89%

o

9.0
| 141018302250 267.0 300.0 366.
““‘ o e e e e e
m/z--> 100 150 200 250 300 350
Abundance
71.0

T ‘ T
21.50 22.00
5000 m/z 207.00  49.27%

m/z-->

Abundance #74006: Tetradecane I
\“‘\ “ ““ \“ T ‘\ T T T \‘ T TT L L T

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.697 4.56 ng 67409 Perylene-d12 23.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
5 Octacosane 394 (C28H58 000630-02-4 80

Abundance Scan 3334 (22.697 min): BM045668.D\data.ms (-3330) (+  m/z 57.05 100.00%

57.0
5000

13.14 252.0 22.50 23.00
o AblpRIe0s PO s T e Ta e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
5000 T T T T
22.50 23.00
m/z 71.05 62.81%

o

J‘ Hmﬁ.dx‘169° 2250 296.0
R I e e AR RN S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
. AN nataling

‘ T T ‘ T
22.50 23.00

5000 m/z 85.00 41.30%

‘ T T T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ L L L
m/z-->
Abundance #320591: Hentriacontane

m/z 55.05 29.53%

-

“h‘h”n h\um”‘

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.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 9 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.868 8.56 ng 126500  Perylene-d12 23.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 (C28H58 000630-02-4 83
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 3533 (23.868 min): BM045668.D\data.ms (-3529) (- m/z 57.00 100.00%
57.0
- J@
9.0 = 5
h “ 101410 2000 2020 g6 23.50 24.00
O A m/z 43.05 80.56%
m/z--> 50 100 150 200 250 300 350
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57.0
5000 = e
23.50 24.00
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9.0
0 Iy H\ I u‘ | ]\'4‘101830 268.0
e e
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‘ T T ‘ T
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\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.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 10 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.968 4.71 ng 69591 Perylene-d12 23.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 80
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 45
3 n-Tetracosanol-1 354 C24H500 000506-51-4 45
4 1-Heptacosanol 396 C27H560 002004-39-9 45
5 1-Hexacosanol 382 C26H540 000506-52-5 45

Abundance Scan 3550 (23.968 min): BM045668.D\data.ms (-3545) (- | m/z 97.00 100.00%
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43.0
5000
T

147.0 ——
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ol A “M‘ LL M‘ ‘“H‘_‘”\ J“‘_MWHHW m/z 69.05 97.88%
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Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
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I

5000 11.0 M
24.00
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T ‘ T
24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM050224\
Data File : BM@45668.D

Acqg On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.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 11 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.579 13.98 ng 206493 Perylene-d12 23.344
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 90
2 1-Nonadecene 266 C19H38 018435-45-5 83
3 17-Pentatriacontene 491 C35H70 006971-40-0 72
4 Triacontan-15-0l 438 C30H620 031849-26-0 68

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 53

Abundance Scan 3824 (25.579 min): BM045668.D\data.ms (-3818) (-  m/z 57.00 100.00%
oo
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50224\
Data File : BM@45668.D

Acq On : 02 May 2024 12:42

Operator : MA/JU

Sample : P2252-12 :
Misc : PT-TRIAZINE-SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043024.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-... 4.716 52.0 ng 275803 1 7.516 106085 20.0
1,3,5-Triazine-... 15.604 13.7 ng 91382 4 16.939 133801 20.0
Prometon 16.310 18.9 ng 126343 4 16.939 133801 20.0
n-Hexadecanoic ... 17.851 8.4 ng 56500 4 16.939 133801 20.0
Pentadecanoic acid 19.151 3.4 ng 37456 5 21.162 217757 20.0
1-Heptacosanol 20.886 5.2 ng 56906 5 21.162 217757 20.0
unknown21.756 21.756 2.1 ng 22547 5 21.162 217757 20.0
Heneicosane 22.697 4.6 ng 67409 6 23.344 295478 20.0
Nonadecane 23.868 8.6 ng 126500 6 23.344 295478 20.0
Pentafluoroprop... 23.968 4.7 ng 69591 6 23.344 295478 20.0
1-Hexacosene 25.579 14.0 ng 206493 6 23.344 295478 20.0
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