LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acqg On : 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc :

ALS Vvial : 15 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61872.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.489 31 34 38 rvB2 9120 11380 0.88% 0.076%
2 3.689 65 68 70 rBV3 3573 4080 0.32% 0.027%
3 3.754 76 79 85 rw 18961 29557 2.29% 0.198%
4 3,901 101 104 118 rBV 133323 223405 17.33%  1.499%
5 4.118 137 141 142 rBV3 4195 5142 0.40% 0.035%
6 4.247 159 163 168 rVV5 5356 77106 0.60% 0.052%
7 4.759 248 250 253 rVB2 3127 2990 0.23% 0.020%
8 5.158 313 318 324 rBvV4 4936 10943 0.85% 0.073%
9 5.411 357 361 364 rBV3 2872 3749 0.29% 0.025%
10 5.710 411 412 415 rBV2 3316 2678 0.21% 0.018%
11 6.145 481 486 492 rBv4 9337 18609 1.44% 0.125%
12 6.715 580 583 585 rVB 3164 3545 0.28% 0.024%
13 7.126 652 653 656 rVB2 3404 2773 0.22% 0.019%
14 7.244 667 673 681 rBV 184478 320837 24.89% 2.153%
15 7.361 690 693 696 rBv2 2701 3867 ©0.30% 0.026%
16 7.414 696 702 712 rVB 124547 208474 16.17% 1.399%
17 7.626 730 738 744 rBV 168740 293494 22.77%  1.970%
18 7.955 791 794 798 rVB 2121 3224 0.25% 0.022%
19 8.096 811 818 825 rBV 162491 286063 22.19% 1.920%
20 8.213 834 838 840 rVB2 1802 2830 0.22% 0.019%
21 8.795 930 937 945 rBV2 229650 398489 30.91% 2.675%
22 8.848 945 946 949 rBV2 3287 3212 0.25% 0.022%
23 9.089 984 987 990 rBvV 2120 2851 0.22% 0.019%
24  9.259 1008 1016 1024 rBV 192725 342104 26.54%  2.296%
25 9.418 1039 1043 1044 rVB 2859 2754 0.21% 0.018%
26 9.641 1074 1081 1088 rBv4 6375 16285 1.26% 0.109%
27 9.806 1103 1109 1118 rVB2 34036 53503 4.15% 0.359%
28 9.988 1133 1140 1147 rBV2 169331 310705 24.10%  2.085%
29 10.099 1156 1159 1160 rBV 2778 2722 0.21% 0.018%
30 10.205 1174 1177 1182 rVB3 4721 6853 0.53% 0.046%
31 10.252 1182 1185 1188 rBvV2 2939 4240 0.33% 0.028%
32 10.522 1224 1231 1238 rBV 252798 443411 34.40% 2.976%
33 10.669 1253 1256 1259 rBvV2 3078 3052 0.24% 0.020%
34 10.804 1274 1279 1282 rBV 2994 3253  0.25% 0.022%
35 10.840 1282 1285 1288 rvVv 2215 2921 0.23% 0.020%

36 10.910 1288 1297 1306 rVB 250428 455731 35.36%  3.059%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acqg On : 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc :

ALS Vvial : 15 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
37 11.e39 1312 1319 1327 rBV 249039 443451 34.40% 2.976%
38 11.274 1356 1359 1364 rVB 2343 3334 0.26% 0.022%
39 11.427 1381 1385 1388 rBV5 10634 15234 1.18% 0.102%
40 11.527 1396 1402 1403 rVB2 3349 3568 0.28% 0.024%
41 11.639 1415 1421 1434 rBV3 31053 70653 5.48% 0.474%
42 11.885 1460 1463 1465 rBv2 2886 3425 0.27% 0.023%
43 12.303 1530 1534 1538 rBV2 6643 10255 0.80% 0.069%
44 12.473 1560 1563 1568 rBv4 5377 9908 0.77% 0.067%
45 12.679 1593 1598 1601 rBvV2 2266 4851 0.38% 0.033%
46 12.826 1620 1623 1627 rVB 3567 2978 0.23% 0.020%
47 13.025 1654 1657 1658 rBV 3267 2812 0.22% 0.019%
48 13.149 1677 1678 1682 rVB2 3114 3362 0.26% 0.023%
49 13.190 1682 1685 1688 rBv2 4984 7557 0.59% 0.051%
50 13.472 1730 1733 1736 rVB 2987 2720 0.21% 0.018%
51 13.531 1738 1743 1747 rVW3 11194 17151 1.33% 0.115%
52 13.642 1759 1762 1765 rBvV3 3372 3712 0.29% 0.025%
53 13.754 1780 1781 1785 rBV 2961 2921 0.23% 0.020%
54 14.118 1835 1843 1850 rBV 498866 719978 55.86% 4.832%
55 14.353 1878 1883 1885 rBvV2 6655 8360 0.65% 0.056%
56 14.418 1885 1894 1900 rVB 517832 819795 63.60% 5.502%
57 14.600 1921 1925 1929 rVB4 3976 6746 0.52% 0.045%
58 14.717 1939 1945 1952 rVB 430991 651889 50.57% 4.375%
59 14.905 1971 1977 1988 rBV 267773 467436 36.26% 3.137%
60 15.123 2008 2014 2015 rBV3 4459 6764 0.52% 0.045%
61 15.240 2033 2034 2037 rVB 3557 3043 0.24% 0.020%
62 15.293 2037 2043 2044 rBVS5 2800 4367 0.34% 0.029%
63 15.305 2044 2045 2048 rBV2 3487 3589 0.28% 0.024%
64 15.493 2072 2077 2081 rVVv2 5002 9173 0.71% 0.062%
65 15.546 2083 2086 2088 rVB2 4345 4761 0.37% 0.032%
66 15.652 2100 2104 2106 rBV2 3474 4473 0.35% 0.030%
67 15.705 2106 2113 2119 rVV 666059 1043226 80.93% 7.002%
68 15.757 2119 2122 2124 rVV2 4473 5923 0.46% 0.040%
69 15.816 2126 2132 2139 rVV 239348 356167 27.63% 2.391%
70 15.863 2139 2140 2145 rVB3 4745 5460 0.42% 0.037%
71 15.945 2151 2154 2158 rVB5 4707 6203 0.48% 0.042%
72 16.169 2189 2192 2195 rBV2 4074 5865 0.46% 0.039%
73 16.404 2230 2232 2234 rBV3 4160 5084 0.39% 0.034%
74 16.521 2250 2252 2256 rBV2 2823 3143  0.24% 0.021%
75 16.650 2272 2274 2276 rBV3 3952 4953 0.38% 0.033%
76 16.680 2277 2279 2280 rVV2 6002 2998 0.23% 0.020%

SFAM-EPA-BGO70224 .MA.M Fri Jul 05 ©3:15:14 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acqg On : 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc :

ALS Vvial : 15 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
77 16.744 2288 2290 2294 rBV3 3638 3466 0.27% 0.023%
78 16.780 2294 2296 2297 rBV2 3149 2695 0.21% ©0.018%
79 16.985 2328 2331 2334 rVV3 6713 8875 0.69% 0.060%
80 17.144 2356 2358 2360 rBV2 5448 4704 0.36% 0.032%
81 17.191 2362 2366 2372 rBV7 7933 15713 1.22% 0.105%
82 17.285 2380 2382 2383 rBV2 5268 4454 0.35% 0.030%
83 17.326 2386 2389 2393 rVV6 14185 18155 1.41% 0.122%
84 17.361 2393 2395 2400 rVB5 10567 13924 1.08% 0.093%
85 17.397 2400 2401 2403 rBV2 3836 3479 0.27% 0.023%
86 17.461 2405 2412 2418 rVV 547107 855638 66.38% 5.743%
87 17.561 2422 2429 2436 rVB 738710 1134982 88.05% 7.618%
88 17.667 2446 2447 2449 rBV2 4173 3024 0.23% 0.020%
89 17.902 2484 2487 2490 rBV3 13204 12428 0.96% 0.083%
90 18.049 2507 2512 2517 rVB7 22591 47488 3.68% 0.319%
91 18.178 2530 2534 2535 rBV4 8613 7468 ©.58% 0.050%
92 18.331 2557 2560 2563 rBV5 13973 18493 1.43% 0.124%
93 18.519 2587 2592 2596 rBV6 27238 39255 3.05% 0.263%
94 18.572 2599 2601 2606 rVB5 17794 22694 1.76% 0.152%
95 18.625 2606 2610 2611 rBv4 11039 13652 1.06% 0.092%
96 18.801 2637 2640 2643 rBV5 12508 16379 1.27% 0.110%
97 19.835 2810 2816 2824 rBV 894524 1289003 100.00%  8.652%
98 21.721 3131 3137 3150 rVB 515440 907964 70.44%  6.094%
99 24.735 3643 3650 3662 rVB3 456024 1266996 98.29% 8.504%
100 24.964 3682 3689 3700 rVB3 310899 933290 72.40% 6.264%

Sum of corrected areas: 14898943
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acq On 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061872.D\data.ms
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Abundance TIC: BG061872.D\data.ms
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Abundance TIC: BG061872.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acq On 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.754 2.07 ng/ul 29557 1,4-Dichlorobenzene-d4 8.096

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 4-methoxy 86 C5H100 004696-30-4 45
2 2-Butanol, 3-chloro-, (R*,S*)- 108 C4H9C10 010325-41-4 39
3 2-Butanol, 3-chloro-, (R*,R*)- 108 C4H9C10 010325-40-3 39
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
5 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 9

Abundance  Scan 79 (3.754 min): BG061872.D\data.ms (-76) (-) m/z 45.00 100.00%

45.0
5000 /\‘
W‘\\\\‘\\\\‘\\\\‘\\\\‘\
812 12 237.0274.3 330 340 3.60 3.80 4.00
|
ol 812 1208 23702743 S sz 43.00  18.78%
miz-> 50 100 150 200 250 300
Abundance #1967: 1-Butene, 4-methoxy
45.0
5000
3.40 3.60 3.80 4.00
m/z 38.90 5.16%
85.0
O\\“\m‘“‘h\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #5958: 2-Butanol, 3-chloro-, (R*,S*)-
45.0
3.40 3.60 3.80 4.00
5000 m/z 60.90 4.27%
Ll %0
ol e P
miz--> 50 100 150 200 250 300
Abundance #5957: 2-Butanol, 3-chloro-, (R*,R*)-
45.0 3.40 3.60 3.80 4.00
m/z 47.00 4.12%
5000
m/z--> 50 100 150 200 250 300 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acq On 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Pentanedioic acid, dimethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.806 2.35 ng/ul 53503 Naphthalene-d8 10.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 56
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
3 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 38
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 25
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 25
Abundance Scan 1109 (9.806 min): BG061872.D\data.ms (-1103) (-) m/z 59.00 100.00%
59.0
5000
129.0 — et
I 233.6 342.1 523. 9:50 10.00 -
O e m/z 100.10 50.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36502: Pentanedioic acid, dimethyl ester
59.0
A A )
5000 o o
129.0 9.50 10.00
m/z 101.10 40.51%
O‘\\”#L""l‘\\J‘\“\“‘\\\l\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
.
9.50 10.00
5000 m/z 55.00 35.46%
129.0

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

Abundance #36520: Butanedioic acid, methyl-, dimethyl ester
59.0 9.50 10.00

m/z 42.00  29.85%

5000
129.0

0 ‘JL\}M’J\‘ { A j\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acq On 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 1-Phenoxypropan-2-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.639 3.10 ng/ul 70653  Naphthalene-d8 10.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 86
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 74
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 74
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 64
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 50
Abundance Scan 1421 (11.639 min): BG061872.D\data.ms (-1415) (- | m/z 94.00 100.00%
94.0
5000
51.1 1519 TS NPT T
11.50 12.00
o Mudlile o ame | ser se U 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 R . h Ayl
11.50 12.00
390 152.0 m/z 51.10 20.87%
m/z--> 100 150 200 250 300 350 400
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11.50 12.00
5000 m/z 44.90 19.43%
45.0 152.0
ok ‘H“H‘““‘ ““m‘umwH_m_m_m_
m/z--> 100 150 200 250 300 350 400 A A
Abundance #30117: 1-Phenoxypropan-2-ol ! ‘AJA‘ T ‘A‘ ‘ A
94.0 11.50 12.00
m/z 108.10  17.30%
5000
152.0
45.0 ‘ ‘
B Y1171 1Y Y O | VT
m/z--> 5 100 150 200 250 300 350 400 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61872.D

Acqg On 3 Jul 2024 20:23
Operator : MA/JU

Sample : P2964-18

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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|
unknown-01 3.754 2.1 ng/ul 29557 1 8.096 286063 20.0
Pentanedioic ac... 9.806 2.4 ng/ul 53503 2 10.910 455731 20.0
1-Phenoxypropan... 11.639 3.1 ng/ul 70653 2 10.910 455731 20.0
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