LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc :

ALS Vvial : 61 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: BP@16843.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 3 8 14 rBV 1719328 2455345 5.58% 1.775%
2 3.681 57 67 78 rBv 230972 498421 1.13% 0.360%
3 3.822 87 91 101 rBvV 343914 565575 1.29% 0.409%
4 4.099 116 138 142 rBV 656962 2655690 6.04% 1.920%
5 4.663 226 234 249 rBV 26897227 43987429 100.00% 31.798%
6 4.816 253 260 272 rVB 122304 229674 0.52% 0.166%
7 4.969 278 286 296 rVB 155825 300294 0.68% 0.217%
8 5.434 356 365 371 rBV 166001 352198 ©.80% 0.255%
9 7.057 618 641 653 rBv 684518 2338522 5.32% 1.690%
106 7.169 653 660 673 rVB 426155 700667 1.59% 0.507%
11 7.363 684 693 702 rBV 1432258 2142093 4.87% 1.548%
12 7.546 715 724 736 rBV 1361346 2111661 4.80% 1.526%
13 8.028 798 806 818 rBV 1284182 2081786 4.73%  1.505%
14 8.728 918 925 931 rBV 1134738 1791917 4.07%  1.295%
15 8.787 931 935 944 rVB 168714 274811 0.62% 0.199%
16 9.222 1001 1009 1026 rBV 1614022 2690319 6.12% 1.945%
17 9.940 1123 1131 1143 rBV 1223150 1999363 4.55% 1.445%
18 10.057 1145 1151 1156 rVV 21433 47484 0.11% 0.034%
19 10.463 1212 1220 1234 rBV 1813232 3064939 6.97% 2.216%
20 10.857 1277 1287 1297 rBV 1851043 3123334 7.10% 2.258%
21 11.010 1306 1313 1334 rBV 715446 1264519 2.87% 0.914%
22 11.587 1405 1411 1421 rVB 56448 103622 0.24% 0.075%
23 12.463 1549 1560 1572 rBV 262814 571366 1.30% 0.413%
24 12.639 1584 1590 1604 rBV 175285 362090 0.82% 0.262%
25 13.581 1745 1750 1756 rBV2 84684 137969 0.31% 0.100%
26 13.669 1761 1765 1775 rVB5 30900 53368 0.12% 0.039%
27 14.092 1831 1837 1852 rVB 3667452 5018656 11.41% 3.628%
28 14.380 1879 1886 1896 rBV 4108077 6042208 13.74% 4.368%
29 14.469 1896 1901 1905 rVV 154691 239872 0.55% 0.173%
30 14.510 1905 1908 1914 rVV 101612 138793 0.32% 0.100%
31 14.569 1914 1918 1924 rVB3 55240 76475 0.17% 0.055%
32 14.680 1931 1937 1944 rVB 2842429 4145044 9.42% 2.996%
33 14.804 1951 1958 1961 rBV3 111607 219439 0.50% 0.159%
34 14.833 1961 1963 1967 rVW2 78670 103419 0.24% 0.075%
35 14.886 1967 1972 1983 rVB 259997 438975 1.00% 0.317%

36 15.286 2034 2040 2049 rBV3 74852 165896 0.38% ©.120%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc :

ALS Vvial : 61 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 15.416 2058 2062 2068 rVB5 32625 48619 ©0.11% ©0.035%
38 15.492 2071 2075 2081 rVB2 48456 71715 0.16% 0.052%
39 15.610 2092 2095 2099 rVB2 55531 71630 0.16% 0.052%
40 15.675 2099 2106 2121 rVV 5414588 7734020 17.58% 5.591%
41 15.798 2121 2127 2138 rVV 1288275 1848682 4.20% 1.336%
42 15.904 2141 2145 2154 rVB6 54251 104504 0.24% 0.076%
43 16.910 2311 2316 2328 rBV 318186 586266 1.33% 0.424%
44 17.445 2401 2407 2417 rBV 3476553 4865970 11.06%  3.518%
45 17.545 2418 2424 2436 rBV 5827915 8196353 18.63% 5.925%
46 17.927 2485 2489 2498 rVB6 37669 67386 0.15% 0.049%
47 18.280 2545 2549 2558 rBV 164370 264823 0.60% 0.191%
48 19.357 2729 2732 2737 rVB2 64245 77373 0.18% 0.056%
49 19.421 2740 2743 2747 rVB 69973 84320 0.19% 0.061%
50 19.516 2756 2759 2765 rBV2 104984 137880 ©0.31% 0.100%
51 19.780 2796 2804 2818 rBV 6854449 8870163 20.17% 6.412%
52 21.545 3098 3104 3114 rBV 2789251 3828722 8.70% 2.768%
53 23.939 3503 3511 3521 rVB 2664487 5811114 13.21% 4.201%
54 24.109 3534 3540 3551 rVB 1538130 3170777 7.21%  2.292%

Sum of corrected areas: 138333550
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 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

Abundance TIC: BP016843.D\data.ms

4.663
2.5e+07

2e+07

1.5e+07

1e+07

5000000

334

§8%46 8028 gy 9.222  gg4q 10-46310.857
ol 3.68824.099 Jg.gmgsg 5.434 723 5787 10057 | 1010 44,587
T ‘ UL ‘ T T T 7T ‘ T 1T 1T 1 T 71 ‘ 1 T 7T ‘ L ‘ 1 T 7T T T \ \ LI ‘ 1 T T ‘ T 1 T7T ‘ LI

I I T
Time--> 350 400 450 500 550 6.00 6.50 700 750 8.00 850 9.00 950 1000 10.50 11.00 11.50
Abundance TIC: BP016843.D\data.ms

2.5e+07
2e+07
1.5e+07

1e+07

19.780

14.098-380 17.445
12.48%39 135869 Jt1 £ 1513&57 904 16.910 17.92718.280 19935516

Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP016843.D\data.ms

5000000

2.5e+07
2e+07
1.5e+07
1e+07

5000000 21.545 23.939

1

Time--> 21.00 2150 22.00 2250 2300 23.50 2400 2450 25.00 2550 26.00 26.50 27.00 27.50 2800 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 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 Propanoic acid, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.681 4.79 ng/ul 498421 1,4-Dichlorobenzene-d4 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
3 Glycine, N-acetyl- 117 C4H7NO3 000543-24-8 59
4 Ethyl Acetate 88 C4H802 000141-78-6 59
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
Abundance  Scan 67 (3.681 min): BP016843.D\data.ms (-57) (-) m/z 43.10 100.00%
43.1
5000 /L
REEEREEEES S
175.9 3.40 3.60 3.80 4.00
Ol ARO70 1T 282.1341.3 43665026 /7 41.e5 55.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 BRERE B R e e
3.40 3.60 3.80 4.00
1 m/z 73.05 38.58%
0‘\‘\|\‘\“'\\"\L‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl-
43.0 A
REEENE e
3.40 3.60 3.80 4.00
5000 m/z 39.05 20.15%
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9591: Glycine, N-acetyl- T T e T
30.0 3.40 3.60 3.80 4.00
m/z 45.05 17.57%
5000
| 99.0 A
e SV S VAR
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .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 Butanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.099 25.51 ng/ul 2655690 1,4-Dichlorobenzene-d4 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 90
3 Butanoic acid 88 (C4H802 000107-92-6 86
4 Butanoic acid 88 (C4H802 000107-92-6 78
5 Pentanoic acid 102 C5H1002 000109-52-4 39

Abundance Scan 138 (4.099 min): BP016843.D\data.ms (-116) (-) m/z 60.05 100.00%

60Q.0
5000

.””x N e s

3.80 4.00 4.20 4.40

119.0 207.1 282.1341.4401.1 475.1 548. o
0 e e e e m/z 73.05 33.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0

3.80 4.00 4.20 4.40
m/z 42.05 24.15%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0

3.80 4.00 4.20 4.40

o

5000 m/z 41.05 22.65%
.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid R e A EARSAREL
60.0 3.80 4.00 4.20 4.40

m/z 45.05 18.76%

0 h Jm \ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.663 422.59 ng/ul 43987400 1,4-Dichlorobenzene-d4 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 91
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 43

Abundance Scan 234 (4.663 min): BP016843.D\data.ms (-226) (-) m/z 165.95 100.00%
165.9

5000

>

94.0
R R AR
35_Pl ‘ 4.40 4.60 4.80 5.00
ol tbl il | || 223.0282.1344.94005469.75205 1/, 163.05  77.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene
166.0
5000 T T T T
94.0 4.40 4.60 4.80 5.00

m/z 128.95 66.54%

|

35L.P‘\ |

0‘\\\\‘1\\\‘\1!‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0

>

4.40 4.60 4.80 5.00
5000 m/z 130.95 64.63%
94.0

80 | |

>

L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene e ERRaEEESE T
166.0 4.40 4.60 4.80 5.00
m/z 167.95 49.07%
5000 94.0

>~

35'F J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

o
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
016843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .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 4 Butanoic acid, 3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.816 2.21 ng/ul 229674 1,4-Dichlorobenzene-d4 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 260 (4.816 min): BP016843.D\data.ms (-253) (-)
6Q.0

m/z 60.05 100.00%

S

5000
FEET T T
H ’ | 4.40 4.60 4.80 5.00 5.20
OlrrMluft 1269 208.1267.1  355.1413.9 483.3546.1  n/z 43.05 42.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814 Butanoic acid, 3-methyl-
60.0
5000 R o AR AR
4.40 4.60 4.80 5.00 5.20
m/z 41.05 37.68%
0‘\\hf1""‘1\\[\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
R AR
4.40 4.60 4.80 5.00 5.20
5000 m/z 45.85  22.75%
0"',,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4824 Butanoic acid, 3-methyl- R A Raua SR
60.0 4.40 4.60 4.80 5.00 5.20
m/z 39.10 21.27%
- ﬂwwNm/ﬂp%/\\/kwmwwWw
AN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 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 Butanoic acid, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.969 2.88 ng/ul 300294 1,4-Dichlorobenzene-d4 8.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 86
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 50

Abundance Scan 286 (4.969 min): BP016843.D\data.ms (-278) (-) m/z 74.10 100.00%

74.1
5000

146.9207.1 283.1341.2 4:604.805.00 520

. . . . 430.0 500.6 o

il 19092071 25913312 4300 9006 ' m/z 57.85  56.24%

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

Abundance #4829: Butanoic acid, 2-methyl-
74.0

5000 Gaartas SAEEEE S
4.60 4.80 5.00 5.20

m/z 41.10 51.44%

‘ \ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0

4.60 4.80 5.00 5.20

o

o

5000 m/z 87.05 26.08%
OMJ‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl- R R RN N
74.0 4.60 4.80 5.00 5.20

m/z 45.05 18.70%

150 | prwkijﬂwxWWuwjﬂ

R SR i e e

3
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Data Path : Z:
Data File : BP

Acqg On : 29
Operator : MA
Sample : 04
Misc

ALS vial : 61

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
016843.D

Aug 2023 21:20

/3U

148-01

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

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 6 Pentanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.434 3.38 ng/ul 352198 1,4-Dichlorobenzene-d4 8.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Hexanoic acid 116 C6H1202 000142-62-1 78
4 Butanoic acid 88 (C4H802 000107-92-6 78
5 Pentanoic acid 102 C5H1002 000109-52-4 78

Abundance Scan 365 (5.434 min): BP016843.D\data.ms (-356) (-) m/z 60.05 100.00%
60Q.0

—

miz--> 0 50

5000
R
“‘ 5.20 5.40 5.60 5.80
Ol ddil. 1311 208.1 2811 355.3416.1476.3536.4 ./, 73 05  41.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 L L R L A B B I
5.20 5.40 5.60 5.80
’ m/z 41.05 21.94%
0‘\\“\””“‘\\‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
G T T
5.20 5.40 5.60 5.80
5000 m/z 45.05 15.06%
0“”‘,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid T T T T
60.0 5.20 5.40 5.60 5.80
m/z 55.10 13.41%
om.,,‘

100 150 200 250 300 350 400 450 500 550

5.20 5.40 5.60 5.80
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
016843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .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 7 Hexanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.057  22.47 ng/ul 2338520 1,4-Dichlorobenzene-d4 8.028
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 90
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Pentanoic acid 102 C5H1002 000109-52-4 72

Abundance Scan 641 (7.057 min): BP016843.D\data.ms (-618) (-) m/z 60.05 100.00%

60.0
5000
o RAREEEEE R
\ ‘ 6.80 7.00 7.20 7.40
o_m,ﬂ 1211 193.0 268.3 3411 41624754 549 /) 7395 49.30%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid
60.0
5000 T T T T
6.80 7.00 7.20 7.40
m/z 41.05 31.52%
0\\\WHM‘\”\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

Abundance #9149: Hexanoic acid
60.0
e
6.80 7.00 7.20 7.40
5000 m/z 43.10 20.63%
Onm,th
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9147: Hexanoic acid RN ARRARARR AR
60.0 6.80 7.00 7.20 7.40
m/z 45.05 18.93%
O‘Mll\ R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20

Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .MA.M
: 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 2-Butenoic acid, 2-propenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.463  3.66 ng/ul 571366  Naphthalene-ds 16.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, 2-propenylidene... 210 C11H1404
2 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402

3 Ethyl cyclopropanecarboxylate 114 C6H1002
4 Crotonic anhydride 154 C8H1003
5 Ethyl cyclopropanecarboxylate 114 C6H1002

055030-70-1 59
1000299-37-4 50
004606-07-9 39
000623-68-7 38
004606-07-9 36

Abundance Scan 1560 (12.463 min): BP016843.D\data.ms (-1549) (- m/z 69.05 100.00%
69.0
5000
e
| L] 15
ol L L 20T 2701 341.1401.0 47765351 n/z a1.e5  30.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000 L
12.50
m/z 39.10 24.65%
0“‘“‘ \l\‘\Tﬂﬂ‘.g\\%]p\.g\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3226521:OCyclopropanecarboxylic acid, 3-methylbut-2-eny
P
12.50
5000 m/z 87.05 16.32%
U L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate s
69.0 12.50
m/z 103.10 15.38%
omt}‘ RIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61 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 Hydrocinnamic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.639 2.32 ng/ul 362090 Naphthalene-d8 10.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 96
2 Hydrocinnamic acid 150 CS9H1e02 000501-52-0 95
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 94
4 Hydrocinnamic acid 150 C9H1002 000501-52-0 93
5 Hydrocinnamic acid 150 CSH1e02 000501-52-0 93
Abundance Scan 1590 (12.639 min): BP016843.D\data.ms (-1584) (- ' m/z 91.10 100.00%
91.1
5000
150.1
—— =
| ’ | l ‘ 12.50 13.00
ol b d ) 1, 2091 283.3342.0401.1 491.5548. ./, 194 05 50.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28265: Hydrocinnamic acid
91.0
5000 A —
150.0 12.50 13.00
m/z 150.05 30.21%
02\7‘\.9}“\&\"\\‘“’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28272: Hydrocinnamic acid
91.0
f—r— —
12.50 13.00
5000 150.0 m/z 77.00 18.67%
0 HHM """_""""""w"H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28270: Hydrocinnamic acid T —
91.0 12.50 13.00
m/z 78.05 16.93%
5000 150.0 WJL
D
O_a?ﬁﬁh‘LH‘_“W‘H"H‘w“u‘u‘w“u‘u“_‘u“ Mt e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP@16843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS vial : 61

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082423 .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 10 2-Butenoic acid, 2-propenyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.916  2.41 ng/ul 586266 Phenanthrene-die 17.445

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 58
2 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7HSNO3 1010156-45-5 47
3 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 40
4 3,3,7-Trimethyl-4-oxa-7-octen-1-o01 172 C10H2002 069161-47-3 36
5 2,3'-Bifuran, 2,2',3"',5-tetrahydro- 138 C8H1002 098869-93-3 9

Abundance Scan 2316 (16.910 min): BP016843.D\data.ms (-2311) (- m/z 69.05 100.00%
69.0

%

5000
—=
I‘l || 195121412740 341.14014 47525386 17.00
bbb L 1, 214:1274.0 341.14014 475.25386 /7 47,05  21.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12795: 2-Butenoic acid, 2-propenyl ester
69.0
5000 — 1
17.00
m/z 87.05 16.37%
0‘\1“\“““}\ \\\‘1\}2\?-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
=
17.00
5000 m/z 43.10  14.56%
155.0
T RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester T
69.0 17.00

m/z 39.10 14.07%

5000

-

o L 1410 2100
L 02100 -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082823\
Data File : BP016843.D

Acqg On : 29 Aug 2023 21:20
Operator : MA/JU

Sample : 04148-01

Misc

ALS Vvial : 61 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|

Propanoic acid,... 3.681 4.8 ng/ul 498421 1 8.028 2081790 20.0
Butanoic acid 4.099 25.5 ng/ul 2655690 1 8.028 2081790 20.0
Tetrachloroethy... 4.663 422.6 ng/ul 43987400 1 8.028 2081790 20.0
Butanoic acid, 4.816 2.2 ng/ul 229674 1 8.028 2081790 20.0
Butanoic acid, 4.969 2.9 ng/ul 300294 1 8.028 2081790 20.0
Pentanoic acid 5.434 3.4 ng/ul 352198 1 8.028 2081790 20.0
Hexanoic acid 7.057 22.5 ng/ul 2338520 1 8.028 2081790 20.0
2-Butenoic acid... 12.463 3.7 ng/ul 571366 2 10.857 3123330 20.0
Hydrocinnamic acid 12.639 2.3 ng/ul 362090 2 10.857 3123330 20.0
2-Butenoic acid... 16.910 2.4 ng/ul 586266 4 17.445 4865970 20.0
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