LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc :

ALS Vvial : 62 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-BP082423.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16844.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 4 8 13 rBV 188067 275315 ©0.40% 0.135%
2 3.381 13 16 19 rVWV 114568 147536 0.21% 0.072%
3 3.417 19 22 31 rVB 158069 219078 0.32% 0.107%
4 3.816 87 90 106 rBV 446434 729806 1.05% ©.358%
5 4.016 119 124 132 rVB 51987 84097 0.12% 0.041%
6 4.658 227 233 242 rBV 286710 433190 0.62% 0.212%
7 7.169 652 660 671 rBV 460890 766011 1.10% 0.375%
8 7.363 684 693 702 rBV 1875971 2835585 4.09% 1.389%
9 7.546 716 724 739 rBV 1696686 2672423 3.85% 1.309%
10 8.028 798 806 815 rVB 1757378 2841975 4.10% 1.392%
11 8.728 918 925 937 rBV 1376415 2190031 3.16% 1.073%
12 9.222 1001 1009 1015 rBV 2156648 3511311 5.06% 1.720%
13 9.593 1015 1072 1075 rVV 7255736 69354810 100.00% 33.975%
14  9.940 1123 1131 1145 rVB 1624237 2701227 3.89% 1.323%
15 10.204 1161 1176 1189 rBV 1009477 2899713 4.18% 1.420%
16 10.416 1207 1212 1214 rBV2 55384 80878 0.12% 0.040%
17 10.463 1214 1220 1233 rVB 2422970 3994206 5.76% 1.957%
18 10.857 1279 1287 1300 rBV 2561393 4288478 6.18% 2.101%
19 11.010 1306 1313 1321 rBV 823436 1484753 2.14% 0.727%
20 11.098 1321 1328 1339 rVB 317033 782937 1.13% 0.384%
21 11.251 1345 1354 1367 rVB4 456287 1157373 1.67% 0.567%
22 11.357 1367 1372 1374 rBV2 69664 104427 0.15% 0.051%
23 11.422 1374 1383 1387 rBV 221916 537492 0.77% 0.263%
24 11.540 1397 1403 1406 rBV 63206 117866 ©.17% 0.058%
25 11.575 1406 1409 1414 rVB2 56139 93762 0.14% 0.046%
26 11.657 1414 1423 1424 rBV3 482740 920735 1.33% 0.451%
27 11.681 1424 1427 1434 rVWW 672463 1110985 1.60% 0.544%
28 11.751 1434 1439 1442 rVWW 291769 519015 ©.75% 0.254%
29 11.810 1442 1449 1460 rVB3 880110 1769528 2.55% 0.867%
30 11.940 1466 1471 1475 rVB 98735 148197 0.21% 0.073%
31 12.434 1550 1555 1563 rVB2 52074 90642 0.13% 0.044%
32 12.557 1570 1576 1585 rVB 89193 152732 0.22% 0.075%
33 13.828 1787 1792 1804 rBV 50337 111049 0.16% 0.054%
34 14.092 1830 1837 1851 rBV 5393920 7315625 10.55% 3.584%
35 14.381 1879 1886 1894 rBV 5712953 8349305 12.04% 4.090%

36 14.457 1894 1899 1907 rVWVW 179167 276727 0.40% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc :

ALS Vvial : 62 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-BP082423.MA.M
Title : SVOA CALIBRATION
37 14.681 1930 1937 1946 rBV 4080769 5877877 8.48% 2.879%
38 14.887 1965 1972 1983 rBV 377693 688552 ©.99% 0.337%
39 14.981 1983 1988 1996 rvVv 288319 499544 0.72% 0.245%
40 15.063 1998 2002 2016 rVBS9 28718 88118 ©0.13% 0.043%
41 15.404 2055 2060 2070 rBV 224246 417826 0.60%  0.205%
42 15.675 2098 2106 2113 rBV 8036273 11038259 15.92% 5.407%
43 15.734 2113 2116 2120 rWV5 44470 78841 0.11% 0.039%
44 15.792 2120 2126 2139 rVV 2310244 3209139 4.63% 1.572%
45 15.904 2140 2145 2160 rVvV2 111593 220474 ©.32% 0.108%
46 17.445 2400 2407 2417 rBV 5011030 7084856 10.22% 3.471%
47 17.545 2417 2424 2442 rVV 8841878 12675718 18.28% 6.209%
48 18.280 2545 2549 2558 rBV 362752 560916 ©0.81% 0.275%
49 19.351 2727 2731 2736 rBV2 107486 147265 0.21% 0.072%
50 19.416 2739 2742 2747 rVB 108393 143243 0.21% 0.070%

51 19.516 2755 2759 2767 rBV 223878 336706 0.49% ©0.165%
52 19.780 2798 2804 2810 rBV 11358100 14413514 20.78% 7.061%
53 21.539 3098 3103 3113 rBV 4435436 5950230 8.58%  2.915%
54 23.939 3502 3511 3526 rVB2 4861301 10601162 15.29% 5.193%
55 24.110 3533 3540 3551 rVB 2387377 5035163 7.26% 2.467%

Sum of corrected areas: 204136223
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
BP016844.D

: 29 Aug 2023 21:54
: MA/JU
. 04148-04

: 62  Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.MA.M

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BP016844.D\data.ms

7.36%46 8.028

7.16

8.728

9.22

9.593

LA o4t

10.46310.857

9.940
10.204

Time-->

3.816
05@‘17 14016 4658

350 400 450 500 550 6.00 6.50

700 750 8.00 850

9.00

9.50

10.00 10.50 11.00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

14,0938

14.681

RN

TIC: BP016844.D\data.ms

15.675

15.792

121238657 13.828)| 14457 144884154045 1.904

17.545

17.445

18.280 109806 |
e 19

0

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00

1550 16.00 16.50 17.00

17.50

18.

00 1850 19.00 19.50 20.00

Abundance

1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP016844.D\data.ms

23.939

21.539

4.110

21.00 2150 22.00 22,50 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 Tetrachloroethylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.658 3.05 ng/ul 433190 1,4-Dichlorobenzene-d4 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 35
Abundance Scan 233 (4.658 min): BP016844.D\data.ms (-227) (-) m/z 165.90 100.00%
165.9
5000 94.0 /\

 EAREEEERE S

35ﬂ L ‘ 4.40 4.60 4.80 5.00
bkl bbb L L 281134114008 5138 ./, 164.08  75.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #39852: Tetrachloroethylene

166.0
5000 LB e
94.0 4.40 4.60 4.80 5.00
m/z 129.00  75.32%
=l
0‘\\‘\‘\J‘l\‘\\h\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene
166.0
A RAREEEERE S
4.40 4.60 4.80 5.00
m/z 130.90  70.52%
5000 94.0
35F ‘
0_‘M‘M‘\M‘w”“Wlu,mwwHH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene R AR EARRNEES
166.0 4.40 4.60 4.80 5.00
m/z 167.90  48.09%
5000
94.0 Jk
35. L‘
o_H‘ﬂm‘mum‘m‘,‘HWm‘mwwawm_ SRS K N ——
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

SFAM-EPA-BP082423.MA.M Thu Aug 31 13:22:24 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 2 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.593 323.45 ng/ul 69354800 Naphthalene-d8 10.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1072 (9.593 min): BP016844.D\data.ms (-1015) (-) m/z 73.10 100.00%
73.1

s

5000
T
I
ol Miil] 14412082 2811 350941374752534.7 /) gg 16 1.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 e :
29. 9.50
m/z 41.10 34.11%
0‘\\‘\“\""\54\ J\[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
T T T \/‘L
9.50
5000 m/z 57.10  31.71%
oot haao
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl- — ‘
88.0 9.50
m/z 55.10 22.47%
5000
ZQW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 Benzoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.204 13.52 ng/ul 2899710  Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
5 Benzoic acid 122 C7H602 000065-85-0 90

Abundance Scan 1176 (10.204 min): BP016844.D\data.ms (-1161) (- m/z 105.05 100.00%

10%.1
5000

39_A, 10.00 10.50
Okl L2081 281.9342.1 44865066 1/, 77,10  79.53%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 — SAR
10.00 10.50

m/z 122.05 78.60%

H\
‘\\\\[f\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0

T
1000 1050

o

5000 m/z 51.05 36.46%
BQL
0\H‘“WJVWH"w‘H\H‘w“www‘w‘w‘\w‘w‘w‘w“w‘ Av/qk\ﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid = =
105.0 10.00 10.50

m/z 50.05 22.48%

5000
39L
0 ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 4 Neodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.099 3.65 ng/ul 782937  Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 53
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 35
3 2-[2-(2-Ethoxyethoxy)ethoxy]ethy... 220 C10H2005 1000351-93-2 35
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 22
5 2-Methyl-1-(2-methyl-[1,3]dioxol... 170 C9H1403 1000311-95-6 22

Abundance Scan 1328 (11.098 min): BP016844.D\data.ms (-1321) (- m/z 87.10 100.00%

87.1
5000
IMI th157.1215.a 281.1341.1 4151 491.7549.

l T T
_‘Hu‘ e A L A B S m/z 43.10 82.05%

11.00 11.50
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46969: Neodecanoic acid
87.0

5000 — —
29 11.00 11.50

m/z 88.05 71.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0

— —
11.00 11.50

o

o

5000 m/z 41.10 65.77%
Tl
0\‘MHWMHMW”“W“W"”\“”\‘”‘\”“W“‘W“W“”\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #98214: 2-[2-(2-Ethoxyethoxy)ethoxy]ethyl acetate = —
87.0 11.00 11.50

m/z 71.05 56.30%

5000
il
147.0
0 J” 1‘ bl \‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 5 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.251 5.40 ng/ul 1157376  Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-2-methyl- 158 C9H1802 001185-29-1 47
2 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 43
3 .alpha.-Methyl 4-0-methyl-D-mann... 208 C8H1606 1000127-87-5 30
4 Oxirane, 2,2'-[1,4-butanediylbis... 202 C10H1804 002425-79-8 27
5 Pentanoic acid, 2-methyl-, ethyl... 144 C8H1602 039255-32-8 27

Abundance Scan 1354 (11.251 min): BP016844.D\data.ms (-1345) (- m/z 102.05 100.00%

102.1
431
5000

b “J“l2°7'1269-1355-1415-1524-5 m/z 71.10  89.60%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35403: Hexanoic acid, 2-ethyl-2-methyl-
57.0

5000

” 130.0
0 ‘JlglM{Jw‘\‘”‘\”“\”"\”“W“‘W“‘W“W“‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0
11.‘00 11.‘50
5000 m/z 87.10 77.03%
OwHJM\Jj4%O Avj\/\f/A/
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85612: .alpha.-Methyl 4-O-methyl-D-mannoside — 5
87.0 11.00 11.50

B M
0 Mm i ﬂ7r°

FrpH S e e e e e

T —T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 6 Hexanoic acid, 2-ethyl-, me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.422 2.51 ng/ul 537492  Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 50
2 1,2-Propanediol Butyrate Ester 146 C7H1403 1000458-47-4 42
3 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 40
4 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 38
5 Butanoic acid, 2,2-dimethyl-3-ox... 144 C7H1203 038923-57-8 37
Abundance Scan 1383 (11.422 min): BP016844.D\data.ms (-1374) (- | m/z 102.10 100.00%
102.1
411
S
“ ’ 11.50
ol LI 20012681 341.2 4493 5370 ./, g7.10 92.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35453: Hexanoic acid, 2-ethyl-, methyl ester
102.0
5000
11.50
41\' m/z 41.10  56.25%
0‘\‘\\!L"[‘M!“f‘\l‘\’\H[\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25388: 1,2-Propanediol Butyrate Ester
71.0
—
11.50
5000 m/z 57.10 55.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl- T
57.0 11.50

m/z 71.10 52.29%

5000

-

143.0

of B0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 7 Methyl(methyl-4-deoxy-2-0-m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.657 4.29 ng/ul 920735 Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl(methyl-4-deoxy-2-0-methyl... 218 C9H1406 052545-23-0 50
2 Methyl-4-deoxy-2-0-methyl.beta.l... 204 C8H1206 1000312-10-0 40
3 Decanoic acid, ethyl ester 200 C12H2402 000110-38-3 38
4 Decanoic acid, ethyl ester 200 C12H2402 000110-38-3 38
5 Undecanoic acid, 2,6,10-trimethy... 242 C15H3002 001001-79-2 38

Abundance Scan 1423 (11.657 min): BP016844.D\data.ms (-1414) (- m/z 88.10 100.00%

88.1
5000

A
l” I‘ | 207.2 1 _ 11.50 12.00
Al 14502072 282.1342.0 4055 4914548 /7 87.05  66.91%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97182: Methyl(methyl-4-deoxy-2-O-methyl.beta.l-threo-t
88.0

5000 LN
11.50 12.00
m/z 43.10 44.32%

‘ | ‘\\‘ |, 155.0218.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80764: Methyl-4-deoxy-2-O-methyl.beta.l-threo-hex-4-e
88.0

—
11.50 12.00
5000 m/z 41.10 37.31%

\ 155.0
—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#75755: Decanoic acid, ethyl ester —
88.0 11.50 12.00

m/z 73.10 26.71%

UL e MJM

—T —T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 8 Thiophane, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.681 5.18 ng/ul 11109960 Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 59
2 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 28
3 Urea, 1-butyl-3-methyl- 130 C6H14N20 006135-36-0 9
4 1,3-Dioxane, 2-heptyl- 186 C11H2202 005702-44-3 9
5 1,3-Dioxolane, 2-butyl-2-methyl- 144 C8H1602 014447-27-9 9
Abundance Scan 1427 (11.681 min): BP016844.D\data.ms (-1424) (- m/z 87.10 100.00%
87.1
- JL/@M
5 —
l 11.50 12.00
obr il ““\‘\““5‘1[9‘2‘?‘8?1"2‘5‘1"‘1””‘?‘8‘5‘"3“““4"7‘74"594"2““ m/z 130.15  24.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15591: Thiophane, propyl-
87.0
5000 — —
11.50 12.00
m/z 116.10 15.78%
0 \\\‘I“!‘\WIWMWJl\‘\l\‘\\\\‘\H\‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24182: 1,3-Dioxolane, 2-butyl-4-methyl-
87.0
11.50 12.00
5000 m/z 41.10 13.26%
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15307: Urea, 1-butyl-3-methyl- — T
0.0 11.50 12.00
m/z 101.10 10.90%
5000
130.0
OJM"‘“’ A A
miz--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 9 Methyl 2-ethyldecanoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.751 2.42 ng/ul 519015 Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-ethyldecanoate 214 C13H2602 020483-47-0 50
2 .alpha.-D-Xylofuranoside, methyl... 178 C7H1405 032469-86-6 32
3 2-[2-[2-[2-[2-[2-(2-Acetyloxyeth... 410 C18H34010 1000351-90-7 25
4 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 25
5 2-[2-[2-[2-[2-[2-[2-(2-Acetyloxy... 454 C20H38011 1000351-90-6 25

Abundance Scan 1439 (11.751 min): BP016844.D\data.ms (-1434) (- m/z 102.10 100.00%
102.1

=
—

50001 43.1
—— —
‘ h | ‘ 11.50 12.00
ol libll 1670 2811 3571 4613 549. ., g7 19  94.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92086: Methyl 2-ethyldecanoate
102.0
5000 SRS —
11.50 12.00
41.0 m/z 43.10  41.62%
0 H h\ o ‘ I \1 850
‘\\\\‘\1\\\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #53243: .alpha.-D-Xylofuranoside, methyl 2-O-methyl-
87.0

b

— T
11.50 12.00
5000 m/z 41.10 27.59%

WM‘.1410
SRR AN B RN AN R RN AR

miz-—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307581: 2-[2-[2-[2-[2-[2-(2-Acetyloxyethoxy)ethoxyletho

o

-

T T
11.50 12.00

87.0
m/z 55.10 21.97%
h \JJX\WA/KAA&wwRAMJV
0 28.-4?, | 175.0 2490
P P e T e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS vial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423.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 10 Benzoic acid, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.810 8.25 ng/ul 1769530  Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 84
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 83
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 52

Abundance Scan 1449 (11.810 min): BP016844.D\data.ms (-1442) (- m/z 91.10 100.00%
91.1

5000
— —
11.50 12.00
0. 165.0 239.1 325.1 429.3 506.1 m/z 87.10 86.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 ! PR

T
11.50 12.00
m/z 102.10  85.53%

‘ T \7\.\9{\\‘ ‘\‘”\‘L\ ‘ ‘ ‘\ ‘\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0 Jt
— e

o

11.50 12.00
5000 m/z 136.05 64.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18703: Benzoic acid, 4-methyl- = =T
91.0 11.50 12.00
m/z 119.10  58.27%
5000
280k b e e e S RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016844.D

Acqg On : 29 Aug 2023 21:54
Operator : MA/JU

Sample : 04148-04

Misc

ALS Vvial : 62 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@82423.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|
Tetrachloroethy... 4.658 3.0 ng/ul 433190 1 8.028 2841980 20.0
Hexanoic acid, ... 9.593 323.4 ng/ul 69354800 2 10.857 4288480 20.0
Benzoic acid 10.204 13.5 ng/ul 2899710 2 10.857 4288480 20.0
Neodecanoic acid 11.099 3.6 ng/ul 782937 2 10.857 4288480 20.0
unknown-01 11.251 5.4 ng/ul 1157376 2 10.857 4288480 20.0
Hexanoic acid, ... 11.422 2.5 ng/ul 537492 2 10.857 4288480 20.0
Methyl(methyl-4... 11.657 4.3 ng/ul 920735 2 10.857 4288480 20.0
Thiophane, propyl- 11.681 5.2 ng/ul 1110990 2 10.857 4288480 20.0
Methyl 2-ethyld... 11.751 2.4 ng/ul 519015 2 10.857 4288480 20.0
Benzoic acid, 4... 11.810 8.3 ng/ul 1769530 2 10.857 4288480 20.0
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