LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On 2 Jul 2024 1:37

Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG062024 .MA_.M
Title : SVOA CALIBRATION
Signal : TIC: BG061828.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.372 12 14 16 rBV3 4899 4059 0.23% 0.018%
2  3.460 25 29 34 rvWwW3 16163 24947  1.43% 0.111%
3 3.519 37 39 45 rVB5 4709 5795 0.33% 0.026%
4 3.725 67 74 86 rBv 63622 124189 7.13% 0.551%
5 3.871 96 99 114 rBV 228570 429449 24.65%  1.905%
6 4.888 270 272 275 rVB3 4263 3256 0.19% 0.014%
7 5.129 306 313 319 rBv4 10157 17925 1.03% 0.080%
8 5.223 326 329 332 rBV3 2533 3209 0.18% 0.014%
9 5.652 399 402 405 rBV3 2451 3180 0.18% 0.014%
10 6.116 475 481 485 rBv2 15858 26320 1.51% 0.117%
11 6.492 541 545 548 rBV2 2493 4066 0.23% 0.018%
12 6.809 596 599 602 rvB2 2924 3702 0.21% 0.016%
13 6.927 616 619 622 rVB4 3002 3805 0.22% 0.017%
14 7.062 641 642 648 rVB3 1863 3498 0.20% 0.016%
15 7.115 648 651 654 rBvV2 2986 3550 0.20% 0.016%
16 7.203 658 666 677 rVB 348032 595410 34.17% 2.641%
17 7.379 689 696 703 rVB 220790 357041 20.49%  1.584%
18 7.579 722 730 736 rBV 310824 530895 30.47%  2.355%
19 7.632 736 739 746 rvB3 50116 77875 4.47%  0.345%
20 8.055 803 811 817 rBV 326229 529702 30.40%  2.350%
21 8.108 817 820 827 rVB5 12876 18326 1.05% 0.081%
22 8.325 855 857 860 rBv2 3471 4893 0.28%  0.022%
23 8.419 869 873 874 rBv2 2941 3539 0.20% 0.016%
24 8.572 895 899 903 rBV3 3545 6629 0.38% 0.029%
25 8.748 921 929 938 rBV 395275 695781 39.93%  3.086%
26 9.042 976 979 982 rVB2 2478 3558 0.20% 0.016%
27 9.218 999 1009 1017 rBV 312672 551940 31.68% 2.448%
28 9.330 1025 1028 1031 rBv4 2612 3462 0.20% 0.015%
29 9.359 1031 1033 1036 rBv2 2956 3799 0.22% 0.017%
30 9.665 1083 1085 1086 rBvV2 4677 3907 0.22% 0.017%
31 9.770 1098 1103 1108 rVV3 40427 66263 3.80% 0.294%
32 9.817 1110 1111 1114 rVB 4260 3381 0.19% 0.015%
33 9.941 1125 1132 1141 rBV 269724 477085 27.38% 2.116%
34 10.094 1157 1158 1162 rVB2 3825 3691 0.21% 0.016%
35 10.152 1162 1168 1169 rBvV2 6249 7295 0.42% 0.032%
36 10.170 1169 1171 1174 rVB3 4599 4701 0.27% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On 2 Jul 2024 1:37

Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG062024 .MA_.M
Title - SVOA CALIBRATION

37 10.305 1192 1194 1197 rVB2 3558 3545 0.20% 0.016%
38 10.475 1216 1223 1234 rBV 401158 718779 41.25%  3.188%
39 10.622 1246 1248 1251 rBV3 3895 4999 0.29%  0.022%
40 10.863 1281 1289 1296 rBV 463979 833948 47.86%  3.699%
41 10.992 1302 1311 1321 rBV 414458 738677 42.40%  3.277%
42 11.392 1374 1379 1382 rVV3 17518 25909 1.49% 0.115%
43 11.598 1406 1414 1424 rBV2 111716 208678 11.98%  0.926%
44 11.815 1450 1451 1456 rVB4 3763 3732 0.21%  0.017%
45 12.267 1525 1528 1531 rBV4 3661 4509 0.26%  0.020%
46 12.444 1553 1558 1564 rVVv4 7080 14336 0.82% 0.064%
47 12.649 1589 1593 1594 rBV 3012 3504 0.20% 0.016%
48 12.773 1611 1614 1618 rBV3 4108 4749 0.27% 0.021%
49 12.814 1618 1621 1623 rVV 3531 3856 0.22% 0.017%
50 13.143 1674 1677 1680 rBVvV4 2740 4199 0.24% 0.019%
51 13.431 1723 1726 1729 rBV3 4202 4939  0.28% 0.022%
52 13.472 1729 1733 1734 rW 3975 4674 0.27% 0.021%
53 13.495 1734 1737 1743 rVB3 15184 22575 1.30% 0.100%
54 13.636 1759 1761 1764 rVV3 3494 3263 0.19% 0.014%
55 13.936 1809 1812 1813 rBV 3502 3666 0.21% 0.016%
56 14.083 1829 1837 1844 rBV 717830 1008433 57.88% 4.473%
57 14.159 1848 1850 1853 rVB2 4778 4048 0.23% 0.018%
58 14.189 1853 1855 1858 rBV4 3516 3693 0.21% 0.016%
59 14.318 1872 1877 1880 rBV3 16337 25397 1.46% 0.113%
60 14.377 1880 1887 1895 rVB 760560 1185004 68.01% 5.256%
61 14.565 1914 1919 1926 rBvV2 21756 29102 1.67% 0.129%
62 14.641 1930 1932 1933 rVW2 3768 3352 0.19% 0.015%
63 14.682 1933 1939 1946 rVB 724744 1094918 62.84% 4.857%
64 14.864 1963 1970 1982 rBV 359816 609144 34.96%  2.702%
65 15.094 2003 2009 2012 rVvv5 8571 18336 1.05% 0.081%
66 15.123 2012 2014 2017 rVB2 5110 3887 0.22% 0.017%
67 15.188 2023 2025 2026 rVB2 5850 3665 0.21% 0.016%
68 15.252 2034 2036 2040 rBV3 5088 4964 0.28% 0.022%
69 15.446 2067 2069 2071 rBV2 3159 3211 0.18% 0.014%
70 15.464 2071 2072 2076 rVB3 6187 5139 0.29% 0.023%
71 15.517 2076 2081 2086 rBV3 16637 23433 1.34% 0.104%
72 15.669 2101 2107 2115 rVB 969796 1466634 84.18% 6.506%
73 15.781 2118 2126 2133 rBV2 208416 320122 18.37% 1.420%
74 15.910 2146 2148 2153 rV5 5088 6326 0.36% 0.028%
75 15.981 2157 2160 2163 rVB3 4114 6003 0.34% 0.027%
76 16.210 2196 2199 2201 rBV3 7209 8404 0.48% 0.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On : 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG062024 .MA_.M
Title - SVOA CALIBRATION
77 16.380 2224 2228 2231 rBV2 6872 8651 0.50% 0.038%
78 16.627 2268 2270 2273 rBY 3226 3329 0.19% 0.015%
79 16.715 2282 2285 2289 rBV3 4560 6873 0.39% 0.030%
80 16.938 2321 2323 2325 rBvV2 3174 4010 0.23% 0.018%
81 17.173 2359 2363 2367 rVB6 5213 7332  0.42%  0.033%
82 17.209 2367 2369 2371 rBV3 6184 4840 0.28% 0.021%
83 17.332 2388 2390 2396 rVB4 5362 6454 0.37% 0.029%
84 17.426 2399 2406 2412 rVV 905926 1327756 76.21% 5.890%
85 17.526 2416 2423 2429 rVV 1044173 1589311 91.22%  7.050%
86 17.602 2432 2436 2441 rVB5 9359 11742 0.67% 0.052%
87 17.667 2441 2447 2453 rBV8 12066 25400 1.46% 0.113%
88 18.049 2510 2512 2514 rBV3 4164 3501 0.20% 0.016%
89 18.084 2514 2518 2523 rVB4 16696 24511 1.41% 0.109%
90 18.249 2543 2546 2547 rBV3 4025 4048 0.23% 0.018%
91 18.302 2550 2555 2561 rBV3 28641 48525 2.79%  0.215%
92 18.601 2604 2606 2608 rBV3 4713 4566 0.26% 0.020%
93 19.377 2731 2738 2743 rBV7 14541 31052 1.78% 0.138%
94 19.436 2745 2748 2753 rBV2 15884 26693 1.53% 0.118%
95 19.806 2804 2811 2822 rBV2 1184111 1742335 100.00%  7.729%
96 21.333 3067 3071 3079 rBvV2 101046 149572 8.58% 0.663%
97 21.686 3125 3131 3140 rVB 758744 1249123 71.69% 5.541%
98 21.880 3161 3164 3170 rBv4 30684 50816 2.92% 0.225%
99 24.676 3630 3640 3651 rVB2 595018 1652163 94.82%  7.329%
100 24.894 3669 3677 3699 rVB 489194 1505719 86.42% 6.679%

Sum of corrected areas: 22544197
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On > 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

Abundebnce TIC: BG061828.D\data.ms

1000000
800000

600000

10.863
8.748 10.475 1p.992

400000
£ 2037 579 8.055 9.218

3.871 9.941

200000
11.598
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Time--> 3.50 4.00 4.50 500 550 600 650 7.00 7.50 8.00 850 900 9.50 10.00 10.50 11.00 11. 50 12 00 12 50

Abundance :
1200000 TIC: BG061828.D\data.ms 10,806

17.526

3.72

o

1000000 15.669
17.426
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800000 4. 3-71_
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200000 21.333
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Abulnzdoebn e TIC: BG061828.D\data.ms

1000000
800000
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400000

200000

S -

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On > 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.725 4.69 ng/ul 124189 1,4-Dichlorobenzene-d4 8.055

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 45
2 2-Butanol, 3-chloro-, (R*,R*)- 108 C4H9CIO 010325-40-3 39
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
4 Propylene Glycol 76 C3H802 000057-55-6 38
5 Isopropyl Alcohol 60 C3H80 000067-63-0 38
Abundance  Scan 74 (3.725 min): BG061828.D\data.ms (-67) (-) m/z 45.00 100.00%
48.0

?

5000
R R
3.40 3.60 3.80 4.00
b A3 1988 2609 8221 428) ns; 43,00 22.45%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #343: Isopropyl Alcohol
45.0
5000

3.40 3.60 3.80 4.00
m/z 61.00 5.38%

A Jh i

‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #5957: 2-Butanol, 3-chloro-, (R*,R*)-
45.0
B S Y VYO B
3.40 3.60 3.80 4.00
5000 m/z 44.00 4.16%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1093: (S)-(+)-1,2-Propanediol Ramma R
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.50%
5000
‘\\”\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On > 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.632 2.94 ng/ul 77875 1,4-Dichlorobenzene-d4 8.055

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 64
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 64
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 47
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 40
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 38
Abundance Scan 739 (7.632 min): BG061828.D\data.ms (-736) (-) m/z 45.00 100.00%
45.0
5000

7.40 7.60 7.80 8.00

104.0
A el 3780 4736/, 59 05  30.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-

45.0

A AAA/\

5000 et
7.40 7.60 7.80 8.00
‘ l‘

m/z 43.00 13.19%

[

1
’\\\\’f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)-
45.0
P o e ey Y
7.40 7.60 7.80 8.00
5000 m/z 73.05 10.84%
Lo
,“\I“',L“JH“‘H‘Wm‘mWH“HHWH,HH,HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0 7.40 7.60 7.80 8.00
m/z 72.00 10.57%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On > 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 1-Phenoxypropan-2-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.598 5.00 ng/ul 208678  Naphthalene-d8 10.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 76
5 2-Phenoxybutyric acid 180 C10H1203 013794-14-4 59

Abundance Scan 1414 (11.598 min): BG061828.D\data.ms (-1406) (- | m/z  94.00 100.00%

94.0
5000

39.
HT\ } | 15’2'1 1150 12.00
‘H\‘\‘J“‘J\‘I\‘\\“‘\‘\‘H‘\H\‘\2\:\3?.‘7\\\\‘\\\\3‘6\3\-\3\‘\\\\‘\4\8\3\" m/Z 77.00 30.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
1150 1200
39.0 152.0 51.00 24.21%
lf‘[‘11|\l
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
11.50 12.00
5000 39.00 18.57%
152.0

|

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

Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 11.50 12.00

m/z 78.00 17.79%

::

5000
152.0

I‘m\lh \ s I Y

m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On > 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Oxalic acid, allyl octadecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.333 2.39 ng/ul 149572  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 74
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 62
4 Behenic alcohol 326 C22H460 000661-19-8 58
5 Eicosyl octyl ether 410 C28H580 1000406-38-8 45
Abundance Scan 3071 (21.333 min): BG061828.D\data.ms (-3067) (- | m/z 57.00 100.00%
57.0
- M«JLW
N 112.1 21.00 21,50
U 167.9  266.1323. : :
M Il 'mﬁhmww S 20013232 4104 SS20 L. 43.00  89.43%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 — T
21.00 21.50
7.0 m/z 55.00 78.41%
\\J‘\ TL\]!-WSS.OZQ?-O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene
43.0
— —
21.00 21.50
5000 m/z 41.00 60.29%
1.0
H ‘Fn |1 .167.0224.0 283.0 490.0
Fr A A S T T e P e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)- I —
55.0 21.00 21.50
m/z 83.00 47.90%
5000
111.0
I 1 I 16702302800
e R R e b R RR RS — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061828.D

Acq On : 2 Jul 2024 1:37
Operator : MA/JU

Sample 1 P2962-22

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .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 3.725 4.7 ng/ul 124189 1 8.055 529702 20.0
Ethanol, 2-(2-e... 7.632 2.9 ng/ul 77875 1 8.055 529702 20.0
1-Phenoxypropan... 11.598 5.0 ng/ul 208678 2 10.869 833948 20.0
Oxalic acid, al... 21.333 2.4 ng/ul 149572 5 21.686 1249120 20.0
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