LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc :

ALS vial : 9 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: BGO62075.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.441 21 26 30 rBV4 9091 15779 1.24% 0.114%
2 3.518 38 39 43 rBV2 2118 2648 0.21% 0.019%
3 3.718 68 73 85 rBV 31356 53388 4.21% 0.386%
4 3.870 96 99 106 rBvV3 13599 24042 1.89% 0.174%
5 3.970 114 116 119 rBV3 6870 8055 ©.63% 0.058%
6 4.105 135 139 142 rBv4 2709 4062 0.32% 0.029%
7 4.199 152 155 156 rVwv3 4798 4622 0.36% 0.033%
8 4.493 201 205 209 rVB3 2421 3273  0.26% 0.024%
9 4.716 238 243 247 rVB3 3821 7565 0.60% 0.055%
10 4.763 247 251 256 rBv4 5730 11930 0.94% 0.086%
11 5.116 306 311 316 rBV 16278 27441 2.16% 0.198%
12 5.222 324 329 330 rBV3 4525 5824 0.46% 0.042%
13  5.339 346 349 351 rBV 2477 3165 0.25% 0.023%
14 5.486 372 374 377 rVB3 3422 2889 0.23% 0.021%
15 6.097 472 478 482 rBV5S 7096 12394 0.98% 0.090%
16 6.250 500 504 505 rBV 2516 2544 0.20% 0.018%
17 6.732 581 586 587 rBV 2348 3547 0.28% 0.026%
18 6.826 599 602 605 rBv2 1788 2546 ©0.20% ©0.018%
19 7.125 651 653 656 rvB2 3178 2540 0.20% 0.018%
20 7.219 661 669 680 rVB2 246142 453002 35.70%  3.273%
21 7.366 688 694 704 rVB 146811 238770 18.82% 1.725%
22 7.578 722 730 736 rBV3 235462 401576 31.65% 2.901%
23 7.625 736 738 745 rVB4 13313 23513 1.85% 0.170%
24 8.042 803 809 816 rBV 178097 300779 23.71% 2.173%
25 8.095 816 818 822 rVB3 5648 7399 0.58% 0.053%
26 8.154 825 828 831 rBV 2740 3556 0.28% 0.026%
27 8.218 838 839 842 rBV 3654 3805 ©0.30% 0.027%
28 8.353 859 862 865 rBv2 3302 4046 0.32% 0.029%
29 8.535 890 893 895 rvB3 4839 3738 0.29% 0.027%
30 8.641 906 911 914 rVB4 4033 7333 0.58% 0.053%
31 8.759 924 931 941 rBV 300984 506363 39.91% 3.658%
32 8.870 947 950 955 rVB4 6568 9303 0.73% 0.067%
33 9.141 994 996 1000 rvVB4 2778 3869 0.30% 0.028%
34 9.211 1000 1008 1015 rBV 246221 432746 34.11%  3.127%
35 9.305 1021 1024 1026 rBV 3070 3229 0.25% 0.023%
36 9.352 1028 1032 1036 rBV3 5439 9827 0.77% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc :

ALS vial : 9 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 9.581 1064 1071 1075 rBV7 7288 10498 0.83% 0.076%
38 9.663 1083 1085 1088 rBvV2 3658 4127 0.33% 0.030%
39 9.758 1093 1101 1108 rBV2 28824 52909 4.17% 0.382%
40 9.934 1124 1131 1138 rBV 247602 412281 32.49% 2.979%
41 10.045 1147 1150 1154 rVB 3014 4168 ©0.33% 0.030%
42 10.128 1162 1164 1165 rBV 3838 3241 0.26% 0.023%
43 10.175 1167 1172 1178 rVB5 8325 16716 1.32% 0.121%
44 10.286 1187 1191 1193 rVB4 2202 3278 0.26% 0.024%
45 10.480 1215 1224 1235 rBV 330564 593080 46.74%  4.285%
46 10.615 1243 1247 1248 rBV4 4554 3655 0.29% 0.026%
47 10.809 1277 1280 1281 rBvV2 2458 2812 0.22% 0.020%
48 10.856 1281 1288 1294 rVV 266122 465750 36.71%  3.365%
49 10.903 1294 1296 1303 rVV5 8663 13966 1.10% 0.101%
50 10.991 1303 1311 1320 rVB4 46758 91255 7.19% 0.659%
51 11.062 1320 1323 1325 rBV 2842 3567 ©0.28% 0.026%
52 11.320 1366 1367 1371 rVV 3047 3338 0.26% 0.024%
53 11.373 1371 1376 1382 rVB5 16083 28784  2.27%  0.208%
54 11.591 1406 1413 1419 rBV3 64632 117371 9.25% 0.848%
55 11.679 1427 1428 1433 rVB3 4547 4386 ©0.35% 0.032%
56 12.037 1487 1489 1491 rVB 3316 3144 0.25% 0.023%
57 12.067 1491 1494 1497 rBV3 5736 6951 ©.55% 0.050%
58 12.190 1511 1515 1519 rBvV2 4658 7928 0.62% 0.057%
59 12.249 1521 1525 1527 rVB3 4012 5933 0.47% 0.043%
60 12.325 1536 1538 1541 rVVv3 4243 4613 0.36% 0.033%
61 12.390 1547 1549 1551 rBV2 2412 2531 0.20% ©0.018%
62 12.425 1553 1555 1556 rBV2 5953 3862 0.30% 0.028%
63 12.513 1568 1570 1573 rVB2 4893 4193 0.33% 0.030%
64 12.701 1599 1602 1603 rBV3 2788 3042 0.24% 0.022%
65 12.824 1620 1623 1625 rVB3 4056 3026 0.24% 0.022%
66 13.024 1654 1657 1661 rBV2 3870 4839 0.38% 0.035%
67 13.095 1667 1669 1673 rVB5 3742 3096 0.24% 0.022%
68 13.283 1697 1701 1704 rVV5 4986 6080 ©0.48% 0.044%
69 13.330 1704 1709 1711 rVV5 5602 8373 0.66% 0.060%
70 13.353 1711 1713 1717 rVB4 5147 5695 0.45% 0.041%
71 13.430 1724 1726 1729 rBV4 5710 4833 0.38% 0.035%
72 13.559 1745 1748 1750 rVV3 5927 6956 0.55% 0.050%
73 13.582 1750 1752 1753 rVv2 3859 3330 0.26% 0.024%
74 13.594 1753 1754 1757 rVB3 9608 5918 0.47% 0.043%
75 13.723 1775 1776 1778 rBvV2 3620 2920 0.23% 0.021%
76 13.823 1788 1793 1794 rBV3 14549 20536 1.62% 0.148%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc :

ALS vial : 9 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 14.076 1830 1836 1847 rVB 589979 852066 67.16% 6.156%
78 14.193 1853 1856 1857 rBV2 6909 7253 0.57% 0.052%
79 14.305 1872 1875 1878 rBV3 11276 13449 1.06% 0.097%
80 14.370 1880 1886 1898 rVB 614484 966663 76.19%  6.984%
81 14.505 1905 1909 1912 rBV4 11951 17797 1.40% 0.129%
82 14.628 1928 1930 1931 rBV2 4176 2694 0.21% 0.019%
83 14.675 1932 1938 1945 rVV 411534 634768 50.03% 4.586%
84 14.734 1945 1948 1954 rVB6 18629 31580 2.49% 0.228%
85 14.893 1963 1975 1985 rBV2 275685 647857 51.06% 4.681%
86 15.028 1995 1998 2003 rVB4 21468 29538 2.33% 0.213%
87 15.139 2011 2017 2021 rBV7 22243 45825 3.61% ©0.331%
88 15.322 2046 2048 2051 rBV3 4875 5430 0.43% 0.039%
89 15.410 2057 2063 2069 rBV2 121723 227889 17.96% 1.646%
990 15.562 2087 2089 2090 rBV 6330 4319 0.34% 0.031%
91 15.668 2101 2107 2112 rBV 744795 1122376 88.46% 8.109%
92 15.786 2122 2127 2133 rBV2 228051 321029 25.30% 2.319%
93 16.467 2239 2243 2248 rBV7 24720 46353 3.65% 0.335%
94 17.419 2400 2405 2409 rBV 474732 736773 58.07% 5.323%
95 17.466 2409 2413 2417 rW 153157 214954 16.94% 1.553%
96 17.519 2417 2422 2428 rVV 736958 1135003 89.46% 8.200%
97 18.483 2582 2586 2591 rBV5 80750 126445 9.97% 0.914%
98 19.470 2750 2754 2759 rVB 358266 468818 36.95% 3.387%
99 19.805 2806 2811 2815 rBV 758988 1268794 100.00% 9.167%
100 21.309 3064 3067 3072 rVB2 261343 349430 27.54%  2.525%

Sum of corrected areas: 13841192
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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: BG062075.D\data.ms
800000
600000
400000 0.480
8.759 104
7.2197 578 9.211  9.934
200000 36 8.042
I . 11.591
03345i . 9.408m6P S 508086 6.69750 66.828.125/| 7/625 870 ARSEBE MO 60 BE06E 363, 6 79 ERABSE 2 (Ra.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘
Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50
Abundance TIC: BG062075.D\data.ms
19.805
17.519
800000 15.668
21.309
600000 1407857
400000
17,1466
200000 18.483
16.467
e B e e B et e R o SR
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062075.D\data.ms
800000
600000
400000
200000
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
3.718 3.55 ng/ul 53388 1,4-Dichlorobenzene-d4 8.048

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35- 9
2 Propane, 2-ethoxy- 88 C5H120 000625-54-
3 2-Pentanol 88 C5H120 006032-29-

4 2-Heptanol, (S)- 116 C7H160 006033-23-
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-

O A NN
O OV OV LOvw

Abundance  Scan 73 (3.718 min): BG062075.D\data.ms (-68) (-) m/z 45.00 100.00%

45.0
5000

s ) 4550 3.40 3.60 3.80 4.00
Ol et 2 e 22 AO30BIO 7 4300 21.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36680: Methoxyacetic acid, pentyl ester
45.0
5000

3.40 3.60 3.80 4.00
m/z 44.00 5.25%

O‘\\H\JJ‘“\‘IIJ\-\Q‘Z\.\O\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2366: Propane, 2-ethoxy-
45.0

3.40 3.60 3.80 4.00

5000 ITIZ 39.00 4.78%
0 J“HJ,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2354: 2-Pentano
45.0 3.40 3.60 3.80 4.00

m/z 61.00 4.76%

e e e e HWM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.758 2.27 ng/ul 52909 Naphthalene-d8 10.856

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 45
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 40
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 36
4 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 32
5 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 32
Abundance Scan 1101 (9.758 min): BG062075.D\data.ms (-1093) (-) m/z 59.00 100.00%
59.0
5000 120.0
H 26133210 406.9 533. 9.50 10.00
Ol b L e e e m/Z 101,08 76.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
5000 A‘A‘A‘ﬁ‘ A ‘A‘M‘A
129.0 9.50 10.00
‘ m/z 100.00 64.50%
O‘\W“J‘\}‘ ‘M\‘LH\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36502: Pentanedioic acid, dimethyl ester
59.0
T ‘ T \" \t\ ‘ T
9.50 10.00
m/z 42.10 63.51%
5000 1290
A 8 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\
Abundance #36505: Pentanedioic acid, dimethyl ester T
59.0 9.50 10.00
m/z 54.90 57.61%
129.0
5000
o”v ”,,,
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\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.591 5.04 ng/ul 117371  Naphthalene-d8 10.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 91
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 86
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 72
5 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 59
Abundance Scan 1413 (11.591 min): BG062075.D\data.ms (-1406) (- | m/z 94.00 100.00%
94.0
5000 /\
45.0 :
Lt T | e
of bl d d by [ 2601 8280 426 77.00  33.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
11.50
390 152.0 45.00  24.42%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
11.50
5000 m/z 51.00 21.43%
45.0 ‘ 152.0
0 m‘“”«'“&‘““"""",‘m_m_m‘mwm
m/z--> 0 100 150 200 250 300 350 400
Abundance #30117: 1-Phenoxypropan-2-o
94.0 11.50
m/z 65.00 20.20%
5000
152.0
45.0 ‘
0 "Mﬂ”«““&‘““"""‘Wm_m_m_m‘m EL R ¥ T
m/z--> 0 50 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 4 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.410 7.18 ng/ul 227889  Acenaphthene-di10 14.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]hept-2-en-7-0l 116 C7H100 053783-87-2 35
2 7-Propylidene-bicyclo[4.1.0]heptane 136 C10H16 082253-09-6 27
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C1l@H16 005113-87-1 27
4 1,2,4-Triazine 81 C3H3N3 000290-38-0 25
5 Cyclopropane, (1-methyl-1,2-prop... 94 C7H10 051549-86-1 22
Abundance Scan 2063 (15.410 min): BG062075.D\data.ms (-2057) (- | m/z 76.95 100.00%
71.0
41.0
20.1 T ‘15\50‘ i
176.7 218.1 . . :
0 A o710 2808 3414y, 79.e5  87.21%
miz--> 50 100 150 200 250 300 350
Abundance #6609: Bicyclo[2.2.1]hept-2-en-7-ol
79.0
5000 1
41.0 15.50
‘ m/z 41.00 66.42%
0\\\““‘ \M“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #18131: 7-Propylidene-bicyclo[4.1.0]heptane
79.0
—
121.0 15.50
5000 m/z 53.10 52.04%
41.0
OM ‘\‘ \“\ L s B By e
m/z--> 50 100 150 200 250 300 350
Abundance #18258: Cyclohexene, 3-methyl-6-(1-methylethenyl)-, (3R xwﬂwﬂfw‘ —
79.0 15.50
m/z 38.95 49.58%
136.0
5000 39.0
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 5 1,1'-Biphenyl, 2,2',3,4-tet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.483  3.43 ng/ul 126445 Phenanthrene-dle 17.419

Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,1'-Biphenyl, 2,2',3,4-tetrachl... 290 C12H6C14 052663-59-9 94
2 Biphenyl, 2,4,4',5-tetrachloro- 290 C12HeC14 032690-93-0 94
3 1,1'-Biphenyl, 3,3',4,4'-tetrach... 290 C12H6Cl4 032598-13-3 94
4 1,1'-Biphenyl, 2,2',5,6'-Tetrach... 290 C12H6C14 041464-41-9 92
51 2,

,1'-Biphenyl, 2',4,6-Tetrachl... 290 C12H6C14 062796-65-0 89

Abundance Scan 2586 (18.483 min): BG062075.D\data.ms (-2582) (- | m/z 291.90 100.00%
2199 291.9
5000
74.0 165.
3549  460.3 18.50
0 m/z 219.990 98.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185829: 1,1'-Biphenyl, 2,2',3,4-tetrachloro-
220.0 292.0
5000 110.0 1850
m/z 192.10  95.41%
51.0 ‘ ‘
Ot “ i"\”‘{”‘\“h“ L'\‘"“\'m\"“‘ = \‘|h\" T “‘i T “ L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185796: Biphenyl, 2,4,4' 5-tetrachloro-
292.0
18.50
5000 ITI/Z 221.90 92.16%
220.0
110.0
50.0 162. ‘
Oy “!":'““«"u“"ﬁv ‘v%\ P o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185891: 1,1'-Biphenyl, 3,3',4,4'-tetrachloro-
292.0 18.50
m/z 189.00  84.80%
5000 220.0
50.0 110.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 6 Sulfurous acid, octadecyl 2... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.309 20.00 ng/ul 349430 Chrysene-d12 21.685
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 68
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
4 Heneicosane 296 C21H44 000629-94-7 60
5 Nonadecane 268 C19H40 000629-92-5 60

Abundance Scan 3067 (21.309 min): BG062075.D\data.ms (-3064) (- | m/z 57.05 100.00%
57.0

5000

-

228.1
1p5.1

- -
2100 2150
344.2

o‘u‘w“k&fM«pwuq:J‘ ABBL L A2 8023 hyz 43.00 99.09%

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

Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0

%

5000 — —
21.00 21.50
m/z 55.05  72.22%

169.0 253.0

O‘\\“\“ rrwuu’uu‘\u\,'HH‘\H\’HH‘HH‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

-

— ——
21.00 21.50
5000 m/z 41.00 48.34%

J ”“‘?50 1960 269.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #184136: Octadecane, 1-chloro- — —
57.0 21.00 21.50
m/z 71.00 40.54%

o

3

5000

—

0 J ‘%M1ﬂ50%10%80
SR RN TVttt e

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062075.D

Acqg On : 15 Jul 2024 19:23
Operator : MA/JU

Sample : P3100-11

Misc

ALS vial : 9 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 3.718 3.5 ng/ul 53388 1 8.048 300779 20.0
unknown-02 9.758 2.3 ng/ul 52909 2 10.856 465750 20.0
1-Phenoxypropan... 11.591 5.0 ng/ul 117371 2 10.856 465750 20.0
unknown-03 15.410 7.2 ng/ul 227889 3 14.675 634768 20.0
1,1'-Biphenyl, ... 18.483 3.4 ng/ul 126445 4 17.419 736773 20.0
Sulfurous acid,... 21.309 20.0 ng/ul 349430 5 21.685 349430 20.0
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