LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\

Data File : BP@21767.D

Acqg On ¢ 31 Aug 2024 00:59

Operator : RC/JU

Sample : P3733-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@21767.D\data.ms

peak R.T. first

# min
1 3.017
2 3.275
3 3.540
4 3.687
5 4.011
6 4.805
7 4.922
8 6.058
9 6.793
10 6.958
11 7.111
12 7.322
13 7.387
14 7.787
15 7.852
16 8.487
17 8.928
18 9.093
19 9.493
20 9.652
21 10.193
22 10.569
23 10.699
24 11.110
25 11.316
26 12.069
27 12.157
28 12.781
29 13.034
30 13.381
31 13.640
32 13.828
33 14.116
34 14.428
35 14.634
36 14.851

SFAM-EPA-BPO8

scan

305
324
518
641
666

695
730
745
808
824

927
1002
1035
1099
1125

1217
1281
1303
1374
1407

1539
1552
1660
1704
1764

1807
1835
1878
1937
1973

2011

2324.

119
174

309
329
522
647
675

701
737
748
816
827

935
1010
1038
1106
1133

1225
1289
1311
1381
1416

1544
1559
1665
1708
1767

1811
1843
1892
1945
1980

2017

MA.M

last
scan

55
101
134
179

313
334
528
651
684

712
745
759
824
834

944
1025
1043
1112
1142

1248
1297
1331
1392
1422

1548
1567
1671
1712
1776

1817
1858
1912
1959
2002

2023

PK
TY

rVB
rBv
rBv
rBv
rVB

rBv7
rBv2
rvB6
rBv4
rBv

rVB
rBv
rvB2
rvv
rVB5

rBv
rBv
rvB7
rBvV5
rBv

rBv
rBv
rBv
rBv
rBv

rBveé
rBv
rBv4a
rBv4
rvVB10

rvB3
rBv
rBv
rBv
rBv

rve7

peak
height
3818070
64932
53689
884307
14957

5509
14580
9696
11246
1118193

895127
1036602
20948
1001162
7261

1375106
1015205
4702
11376
830127

1152988
1380046
1202795
9335
58695

5734
26088
9989
11400

5449

14097
2468620
2498164
1998089
1049715

23028

corr.
area
4319384
87464
78254
1317002
20272

8362
22758
15048
22584

1775580

1444427
1721759
46359
1674470
13119

2282610
1736889
8256
22107
1373597

2152677
2376605
2277243
23541
154281

9041
47383
18088
15986

11521

20578
3739167
4242963
3360084
2084218

36689
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021767.D

Acqg On ¢ 31 Aug 2024 00:59
Operator : RC/JU

Sample : P3733-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION

37 14.981 2034 2039 2047 rBV2 43575 78831 0.99% 0.094%
38 15.251 2080 2085 2090 rBV2 16388 30565 0.38% 0.036%

39 15.434 2107 2116 2129 rBV 3538710 5426615 67.94% 6.461%
40 15.551 2130 2136 2144 rBV 1063265 1449282 18.14% 1.725%

41 15.675 2153 2157 2167 rVB4 18679 35135 0.44% 0.042%
42 15.810 2175 2180 2187 rVB1e 9471 17926 ©0.22% 0.021%
43 16.010 2210 2214 2220 rBV9 9804 16588 ©.21% ©0.020%
44 16.181 2239 2243 2249 rBV8 10069 16698 ©0.21% ©0.020%
45 16.357 2270 2273 2278 rVB7 6179 8814 0.11% 0.010%
46 16.998 2379 2382 2387 rVB6 9833 13392 0.17% 0.016%
47 17.163 2406 2410 2413 rBV6 9156 12495 0.16% ©0.015%
48 17.228 2414 2421 2430 rVV 2673983 4261896 53.36% 5.074%
49 17.322 2431 2437 2449 rVV2 4154066 6081133 76.13%  7.240%
50 17.422 2449 2454 2461 rVB7 43909 71918 ©0.90% 0.086%
51 17.934 2537 2541 2547 rVB5 25151 36037 0.45% 0.043%
52 18.169 2575 2581 2588 rBV 395429 671079 8.40% 0.799%
53 18.233 2590 2592 2598 rVV 47755 70193 0.88% 0.084%
54 18.286 2598 2601 2605 rVB5 21068 32973 0.41% ©.039%
55 19.245 2760 2764 2769 rVB4 66098 82789 1.04% ©.099%
56 19.316 2773 2776 2780 rVB 56564 71777 ©.90%  0.085%
57 19.492 2802 2806 2813 rBV 140455 233826 2.93% 0.278%
58 19.692 2834 2840 2848 rBV 5150724 7603571 95.19% 9.052%
59 21.345 3117 3121 3130 rBV 423461 744659  9.32%  0.887%
60 21.674 3171 3177 3189 rVB2 3081387 5058779 63.33% 6.023%
61 24.839 3706 3715 3733 rVB 2844585 7987735 100.00%  9.510%

62 25.080 3747 3756 3770 rVB 1971583 5320054 66.60% 6.334%

Sum of corrected areas: 83995126
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\

: BP021767.D

: 31 Aug 2024 00:59
: RC/JU

: P3733-05

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©82324.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BP021767.D\data.ms

p17

8.487

10,56
13%%9
8.928 10.193

9.652

6.95

{322 7.787
71387 7,852 .0939.49 1131816 122657 12.7¢
T T T T ‘ T L ‘ T T T

3.687

3.275540 4.011 4.80R2 6.058 6.79

Time-->

3.00 350 4.00 450 500 550 6.00 6.50 7.00

750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP021767.D\data.ms

19.

692

17.322

15.434 21.674

17.2%
13.828.116

14.428
1

4.634 .551

3.03¥8.383.64 48569 2516 BRIEIRE57 161901

0
Time-->

13.00 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

5000000

4000000

3000000

2000000

1000000

TIC: BP021767.D\data.ms

24.839

5.080

0

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

SFAM-EPA-BP082324.MA.M Mon Sep 02 04:05:20 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021767.D

Acqg On : 31 Aug 2024 00:59
Operator : RC/JU

Sample : P3733-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.017 51.59 ng/ul 4319380 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 5 (3.017 min): BP021767.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
‘ 3.103.20 3.30 3.40
Obr bkl 1351 22920884 355141604738530.7 1/, 43.10  28.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T[T T T T[T TTT]
3.103.203.303.40
m/z 87.10  28.00%
0\\“\Jll“‘l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
3.103.203.303.40
5000 m/z 55.10 22.83%
0"\J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol AR R R
73.0 3.103.203.303.40
m/z 71.10 10.76%
5000 /\
o\H“ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021767.D

Acqg On : 31 Aug 2024 00:59
Operator : RC/JU

Sample : P3733-05

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.169 3.15 ng/ul 671079  Phenanthrene-di10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2581 (18.169 min): BP021767.D\data.ms (-2575) (- m/z 73.00 100.00%

73.0
5000

2132 : e
M 18.00 18.50
sy

‘H‘M““‘H‘w‘Hﬁh‘u?V%?_‘§?594¥?9ﬁ?7%5§52 m/z 59.95 78.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 —— ——
18.00 18.50

“ 57.0 m/z 43.05 67 .09%
I

O‘H‘JrH‘H\ ‘\J\"“\XJ\Jlll\l\‘\\\“\\\h"\\\\\’L\\\‘HH‘HH‘\\H‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

T
18.00 18.50

o

5000 m/z 55.10 62.75%
129.0
O‘H‘.\“‘\ mlh.h\m\\}?u’\‘ ‘_&L—\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T T
43.0 18.00 18.50

m/z 57.05 61.94%

5000 256.0 VﬁVWmeWJ\M%NﬁAMU¢
129.0
L seo po) Yo

SIE BT TV e Y R —

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021767.D

Acqg On : 31 Aug 2024 00:59
Operator : RC/JU

Sample : P3733-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Cyclic21.345 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.345 2.94 ng/ul 744659  Chrysene-di12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 1-Tetracosene 336 (C24H48 010192-32-2 91

Abundance Scan 3121 (21.345 min): BP021767.D\data.ms (-3117) (| | m/z 83.10 100.00%
e

3

5000 AL
2100 2150
208.1 281.1 3551 : :
o‘u‘uu‘H“Hhﬁgu‘w‘H,H“_‘H‘H‘w“ﬁ?%?w5§§& m/z 69.05 88.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane
55.0
5000 = e
21.00 21.50
m/z 57.10 86.85%
M ‘ 5.0 196.0
O‘\\\\‘\\\\‘!\\1‘\1\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester

1

57.0
21.00 21.50
5000 m/z 97.05 85.93%
5.0
i ‘ ‘ 238.0
0"M“THR"Hhﬂw“w‘“w“u"H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295270: Bromoacetic acid, octadecy! ester — 1
43.0 21.00 21.50
m/z 55.10  83.43%
5000
I ‘IJ Vl 1610 2500
o_wgwww_‘H,m‘,H‘wWW_MW_W )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP083024\
Data File : BP021767.D

Acqg On : 31 Aug 2024 00:59
Operator : RC/JU

Sample : P3733-05

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA 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|

Butane, 2-metho... 3.017 51.6 ng/ul 4319380 1 7.787 1674470 20.0
n-Hexadecanoic ... 18.169 3.1 ng/ul 671079 4 17.228 4261900 20.0
(DEL) Alkane: C... 21.345 2.9 ng/ul 744659 5 21.674 5058780 20.0
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