LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc :

ALS Vvial : 31 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43413.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 30 34 45 rVB 206813 293703 0.40% 0.130%
2 3.528 54 58 68 rvB 254287 314732 0.43% 0.139%
3  3.675 78 83 86 rBV 194973 324512 0.44% 0.143%
4 3,728 86 92 103 rVW 447210 1581625 2.14% 0.698%
5 3.810 103 106 133 rVB 2418202 4243775 5.73% 1.874%
6 4.522 139 227 229 rBV 5549217 74047137 100.00% 32.691%
7 4.946 291 299 304 rBV 303911 475945 0.64% 0.210%
8 5.063 312 319 327 rBV2 206994 352362 ©0.48% 0.156%
9 5.281 350 356 364 rBV 1280599 1924251 2.60% 0.850%
106 5.469 382 388 398 rVB3 106388 184121 ©.25% 0.081%
11 6.069 485 490 502 rVB 177290 274795 ©0.37% 0.121%
12 7.010 640 650 656 rBv 262185 537264 0.73% 0.237%
13 7.069 656 660 667 rVWw2 38577 81578 ©0.11% 0.036%
14 7.157 667 675 685 rVV 3455018 5528223 7.47% @ 2.441%
15 7.334 695 705 719 rVW 2645316 4212341 5.69% 1.860%
16 7.522 729 737 746 rVV 3180287 5143592 6.95% 2.271%
17 7.992 809 817 820 rBV 1884637 3002864 4.06% 1.326%
18 8.028 820 823 829 rVB 998346 1478263 2.00% 0.653%
19 8.704 930 938 945 rBV 4152294 6618822 8.94% 2.922%
20 8.757 945 947 955 rVB 45884 75240 0.10% 0.033%
21  9.163 1008 1016 1027 rBV 3158963 5224754 7.06% 2.307%
22 9.545 1071 1081 1096 rVB2 35865 94390 0.13% 0.042%
23 9.734 1106 1113 1122 rBV 158470 257733 0.35% 0.114%
24  9.886 1130 1139 1151 rBV 2624805 4402364 5.95% 1.944%
25 10.416 1222 1229 1244 rBV 3760863 6409671 8.66% 2.830%
26 10.798 1285 1294 1310 rVB 2601610 4427719 5.98% 1.955%
27 10.945 1310 1319 1337 rBV 3296111 5820380 7.86% 2.570%
28 11.345 1379 1387 1395 rVV4 56044 144757 ©.20% 0.064%
29 11.551 1415 1422 1433 rBV 185034 363138 0.49% 0.160%
30 12.210 1529 1534 1540 rVB 51197 75108 0.10% 0.033%
31 12.380 1559 1563 1569 rVB 60588 95725 0.13% 0.042%
32 12.592 1592 1599 1607 rBV 60009 114441 0.15% 0.051%
33 13.445 1735 1744 1748 rBV2 72060 132306 ©0.18% 0.058%
34 14.039 1837 1845 1860 rBV 5598779 7994876 10.80% 3.530%
35 14.316 1885 1892 1904 rVB 6798518 10339662 13.96% 4.565%

36 14.621 1935 1944 1952 rBV 3394196 5091536 6.88% 2.248%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc :

ALS Vvial : 31 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 14.821 1971 1978 1996 rBV 2708075 4089679 5.52% 1.806%
38 15.616 2103 2113 2123 rBV 8160218 11468201 15.49% 5.063%
39 15.733 2126 2133 2147 rBV 2358033 3179159 4.29% 1.404%
40 16.815 2313 2317 2326 rVB 77224 119573 0.16% 0.053%
41 17.362 2404 2410 2420 rBV 3344960 4799772 6.48%  2.119%
42 17.462 2420 2427 2436 rBV 7124617 10427006 14.08% 4.603%
43 18.268 2558 2564 2582 rBV 1076757 1817861 2.46%  ©0.803%
44 19.315 2738 2742 2747 rVB2 78808 104302 0.14% 0.046%
45 19.386 2750 2754 2758 rBV 96479 146825 0.20% 0.065%
46 19.539 2775 2780 2788 rBV 210517 326197 0.44% 0.144%
47 19.751 2810 2816 2824 rBV 7619874 9820339 13.26% 4.336%
48 21.262 3068 3073 3082 rBV 971959 1358696 1.83% 0.600%
49 21.539 3115 3120 3133 rBV 2937844 3826599 5.17% 1.689%
50 23.256 3409 3412 3417 rVB 158565 211155 ©.29% 0.093%
51 23.809 3498 3506 3517 rVB2 4663645 9158547 12.37% 4.043%

52 23.962 3526 3532 3541 rVB 1903757 3971078 5.36% 1.753%

Sum of corrected areas: 226508694
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47

Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

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

Abundance
8000000

TIC: BM043413.D\data.ms
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Abundance
8000000

TIC: BM043413.D\data.ms
15.616
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TIC: BM043413.D\data.ms

7000000

6000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Butanoic acid, methyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.528 2.10 ng/ul 314732  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64

4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 64
5 Methyl isobutyrate 102 C5H1002 000547-63-7 37

Abundance  Scan 58 (3.528 min): BM043413.D\data.ms (-54) (-) m/z 43.10 100.00%

43.1
74.0
5000

‘ “ ‘1021 162.9 208.9 267 3.40 3.60 3.80
HH‘HH‘H‘H\‘HH‘HH‘H‘\\‘HH‘HH‘H.H‘HH‘H‘"‘HH“H“H‘_‘_ m/z 74.05 4,979

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4850: Butanoic acid, methyl ester
43.0
74.0

5000 R R ARREEE SEREe
3.40 3.60 3.80
15.0

m/z 71.05 56.20%

102.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4849: Butanoic acid, methyl ester
43.0

74.0 3.40 3.60 3.80
5000 m/z 41.05 38.08%

15.0

1020
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4852: i i

52: Butanoic acid, methyl ester T T T T
43.0 74.0 3.40 3.60 3.80

m/z 59.00  27.85%

5000
15.0
0 ‘ W\Mu\‘ 102.0

m/z--> 20 40 60 80 100120140160180200220240260 3.40 3.60 3.80

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (R)-(-)-3-Methyl-2-butanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.675 2.16 ng/ul 324512 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 72
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 Propane, 1-methoxy-2-methyl- 88 C5H120 000625-44-5 72
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2-Hexanol 102 C6H140 000626-93-7 40
Abundance  Scan 83 (3.675 min): BM043413.D\data.ms (-78) (-) m/z 45.05 100.00%
45.0
- JM
RN R e A RARANBER
3.40 3.60 3.80 4.00
(
bl 880 1169 19112210 2661 sz 43.10  25.00%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
5000 T[T T[T T T T Trrr ot
3.40 3.60 3.80 4.00
m/z 41.10 6.07%
0 \‘\]\-ﬁ.“(\)‘l“\\“““‘\\‘f‘zﬂ\.g\\\‘\\\\‘\H\‘H\\‘\H\’HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #1083: Propylene Glycol
45.0
EEEEEEE R L
3.40 3.60 3.80 4.00
5000 m/z 60.95 5.93%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #2397: Propane, 1-methoxy-2-methyl- PP e
45.0 3.40 3.60 3.80 4.00
m/z 44.05 5.69%
5000 W
15.0
T
S O —
m/z--> 0 20 40 60 80 100120140160180200220240260 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Propanoic acid, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.728 10.53 ng/ul 1581630 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 86

2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72

3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59

4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59

5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47

Abundance  Scan 92 (3.728 min): BM043413.D\data.ms (-86) (-) m/z 43.10 100.00%
3.1

5000

N

73.1
I REE e
‘ 3.40 3.60 3.80 4.00
ob——dbt ) 1 207.0 16311931~ 267.0 = /7 41,10  55.29%
miz--> 50 100 150 200 250
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 T T[T T T T[T
3.40 3.60 3.80 4.00
30 m/z 73.10  37.67%
O T \“\ ! “\ T ‘\ T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250
Abundance #2318: Propanoic acid, 2-methyl-
43.0
e
3.40 3.60 3.80 4.00
5000 m/z 39.10 19.01%

o
miz--> 50 100 150 200 250

Abundance #2320: Propanoic acid, 2-methyl- R A RRRRNREEa
43.0 3.40 3.60 3.80 4.00

m/z 42.10 12.34%

H
1w
e
.
w
o

5000 73.0

-

m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Butanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,522 493.18 ng/ul 74047100 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 87
2 Butanoic acid 88 (C4H802 000107-92-6 87
3 Butanoic acid 88 (C4H802 000107-92-6 80
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Pentanoic acid 102 C5H1002 000109-52-4 38
Abundance Scan 227 (4.522 min): BM043413.D\data.ms (-139) (-) m/z 60.10 100.00%
60.1
5000
A
‘HH 4.20 4.40 4.60 4.80
ol——dl 1} L 951 13211650 207.0 2670  n/; 73.16  32.21%
miz-> 50 100 150 200 250
Abundance #2274: Butanoic acid
60.0
5000 L L R RN IR |
4.20 4.40 4.60 4.80
27.0 m/z 42.05 25.03%
O T ‘\ “H\ ‘\H“ ‘ i‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #2273: Butanoic acid
60.0
AR e
4.20 4.40 4.60 4.80
5000 m/z 41.10 24.78%
27.0
0 — — —
miz--> 50 100 150 200 250
Abundance #2275: Butanoic acid e T
60.0 4.20 4.40 4.60 4.80
m/z 45.05 19.12%
5000
27.0
o‘u““ “HH““‘”_‘ e — SR U—
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Butanoic acid, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.946 3.17 ng/ul 475945  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
Abundance Scan 299 (4.946 min): BM043413.D\data.ms (-291) (-) m/z 60.05 100.00%
60.0
5000
87.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
354 ‘ 4.60 4.80 5.00 5.20
Ol g4 A7 147.0 1769 2070 sz 43,10 43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 \‘\\\\‘\\\/\L‘\\\\‘\\\\’\
4.60 4.80 5.00 5.20
87.0 m/z 41.10  39.34%
27.0 ‘
O\\\‘\‘\‘\\‘i‘\\\‘w‘\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4826: Butanoic acid, 3-methyl-
60.0

4.60 4.80 5.00 5.20

5000 m/z 45.05 23.78%
27.0
NI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4824 Butanoic acid, 3-methyl- e
60.0 4.60 4.80 5.00 5.20
m/z 39.10 20.66%
5000
27.0
LA
1 0 ) A S — SN -
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Butanoic acid, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.063 2.35 ng/ul 352362 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 80
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56
Abundance Scan 319 (5.063 min): BM043413.D\data.ms (-312) (-) m/z 74.10 100.00%
74.1
41.1
5000

R AAREESEEEEES SR

‘ ‘ | ‘ 2070 4.80 5.00 5.20 5.40
bl Ll 12022 1880 2070 sz s7.10  60.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #4829: Butanoic acid, 2-methyl-

74.0
29.0
5000 N R RN R R
4.80 5.00 5.20 5.40
m/z 41.10 58.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4830: Butanoic acid, 2-methyl-
74.0
R AmE SRR e
29.0 4.80 5.00 5.20 5.40
5000 m/z 73.05 23.87%
Ol b o 1020
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9217: Pentanoic acid, 2-methyl- e A RS EEa
74.0 4.80 5.00 5.20 5.40
m/z 87.05 23.69%
) | M
o . AN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Hexanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.010 3.58 ng/ul 537264 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Hexanoic acid 116 C6H1202 000142-62-1 78
5 Octanoic acid 144 C8H1602 000124-07-2 64
Abundance Scan 650 (7.010 min): BM043413.D\data.ms (-640) (-) m/z 60.05 100.00%
60.0
5000 AA
T T
6.60 6.80 7.00 7.20 7.40
ol LIl 19911280 1630 209.0 2820 ./, 73.65 49.16%
miz-> 50 100 150 200 250
Abundance #9148: Hexanoic acid
60.0
5000 (R R B
27.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 33.72%
O “\‘ “H “‘H ‘H T ‘\99‘0\ L B e e e e e ) B B
miz--> 50 100 150 200 250
Abundance #9147: Hexanoic acid
60.0
T T
6.60 6.80 7.00 7.20 7.40
5000 m/z 43.05 21.83%
27.0
o oo
miz--> 50 100 150 200 250
Abundance #9149: Hexanoic acid BERREREEEARENSS wnaEe
60.0 6.60 6.80 7.00 7.20 7.40
m/z 45.05 19.91%
5000
27.0 ‘
oLl oo
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.268 7.57 ng/ul 1817860  Phenanthrene-d10 17.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2564 (18.268 min): BM043413.D\data.ms (-2558) (- | m/z 73.10 100.00%

43.1 731
5000
129.0

——
171.1 21‘3-2 256.3 18.00 18.50
b m/z 43.10 92.46%

M ‘HM\‘\ \\hH\ \‘H‘\ m
oML gl |
50

m/z--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 = B
129.0 18.00 18.50
213.0 m/z 60.05 85.90%
171.0
o) n “\ LM“H‘\ M“ \MLM Lyl | “‘ “‘ “‘u\‘ “\ - | “ N
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
1&00 1550
5000 256.0 m/z 41.10 72.87%
129.0
213.0
WL, T
ob— il ‘\M H“‘ i H‘L {‘\H‘ gy “ “ “‘m‘ b \‘
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid = T
60.0 18.00 18.50
m/z 57.05 71.71%
5000 129.0
MTIO 1710 2130 256.0
oL ‘M ‘H‘\ W Ml Mhu\ ;‘H‘\‘ i ‘\ ‘ “‘ “ “‘ \‘ “‘ NN ‘ ‘\‘ = P
m/z--> 50 100 150 200 250 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47

Operator : MA/JU

Sample : 05807-10

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.262  7.10 ng/ul 1358768 Chrysene-di2 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 CoaHas 010192-32-2 99
2 n-Tetracosanol-1 354 C24H5e0 000506-51-4 94

3 Heptafluorobutyric acid, pentade... 424 C19H31F702
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302
5 1-Hexacosene 364 C26H52

959261-23-5 94
074339-53-0 94
018835-33-1 94

Abundance Scan 3073 (21.262 min): BM043413.D\data.ms (-3068) (- m/z 57.10 100.00%

57.1
5000
111.1

T
21.00 21.50

ol AALLLLL 26822000 2810 3581 4201 s 16 T og.an
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244230: 1-Tetracosene
55.0
111.0
5000 P m—
21.00 21.50

m/z 55.10  88.31%

‘ “i 336.0
O\\‘\\“\‘\\"‘\\\“\’“\\\\‘\\\\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1

57.0

T
21.00 21.50
‘\ ‘l\

5000 1.0 m/z 83.10 81.76%

) | ) | | h
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester — ‘

\A‘ %9702220 308.0
i b b et SR
miz--> 0 50 100 150 200 250 300 350 400 450
57.0 21.00 21.50
m/z 69.10 75.97%

5000 11.0
‘ 169.0
0 \‘\ H\ [ ‘ [ 255.0 406.0 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43413.D

Acqg On : 19 Dec 2023 03:47
Operator : MA/JU

Sample : 05807-10

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
Butanoic acid, 3.528 2.1 ng/ul 314732 1 7.992 3002860 20.0
(R)-(-)-3-Methy... 3.675 2.2 ng/ul 324512 1 7.992 3002860 20.90
Propanoic acid,... 3.728 10.5 ng/ul 1581630 1 7.992 3002860 20.0
Butanoic acid 4.522 493.2 ng/ul 74047100 1 7.992 3002860 20.0
Butanoic acid, 4.946 3.2 ng/ul 475945 1 7.992 3002860 20.0
Butanoic acid, 5.063 2.4 ng/ul 352362 1 7.992 3002860 20.0
Hexanoic acid 7.010 3.6 ng/ul 537264 1 7.992 3002860 20.0
n-Hexadecanoic ... 18.268 7.6 ng/ul 1817860 4 17.363 4799770 20.0
(DEL) Alkane: S... 21.262 7.1 ng/ul 1358700 5 21.539 3826600 20.0
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