LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BGO50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50068.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.220 29 31 32 rBV 2151 1360 ©0.18% 0.020%
2 3.314 44 47 54 rVB4 6112 9664 1.25% 0.142%
3 3.643 101 103 106 rBV3 1527 1202 0.16% ©.018%
4 3.767 121 124 127 rBV3 5689 7705 1.00% 0.113%
5 3.884 142 144 145 rBV 1618 1197 ©.15% ©0.018%
6 3.919 148 150 153 rBV3 1472 1395 0.18% 0.021%
7 4.084 174 178 179 rBV3 2454 2735 0.35% 0.040%
8 4.207 197 199 201 rBV2 1716 1276 0.16% 0.019%
9 4.231 201 203 206 rBvV2 1133 1108 0.14% 0.016%
10 4.401 230 232 236 rBv4 880 1366 0.18% 0.020%
11 4.466 239 243 246 rBv4 1680 1876 ©.24% 0.028%
12 4.601 265 266 269 rBV 1438 1660 0.21% 0.024%
13  4.695 280 282 285 rBV3 1059 1183 0.15% 0.017%
14 4.736 287 289 293 rBV3 1381 1586 ©0.20% ©0.023%
15 5.029 333 339 346 rBV 14606 26217 3.39% 0.385%
16 5.494 416 418 420 rVB2 1273 1098 0.14% 0.016%
17 5.570 430 431 434 rBV2 1130 1200 0.16% ©.018%
18 5.693 450 452 455 rBvV2 761 1208 ©0.16% ©0.018%
19 5.811 469 472 475 rVB 1029 1215 0.16% 0.018%
20 6.087 517 519 521 rVB2 1566 1374 0.18% 0.020%
21  6.105 521 522 524 rBV2 1518 1302 0.17% 0.019%
22 6.298 552 555 556 rBV2 973 1125 0.15% 0.017%
23  6.457 579 582 583 rVB 1403 1174 0.15% 0.017%
24  6.762 631 634 637 rBv2 1234 1439 0.19% 0.021%
25 6.933 659 663 665 rBv2 884 1228 0.16% ©0.018%
26 6.980 668 671 673 rVB2 1188 1156 0.15% 0.017%
27 7.068 682 686 690 rVB2 3800 5543 0.72% 0.081%
28 7.138 692 698 706 rVB2 43395 77100 9.96% 1.133%
29 7.279 717 722 730 rVB 65454 110399 14.27% 1.623%
306 7.373 737 738 743 rVB3 1527 1365 ©0.18% 0.020%
31 7.420 743 746 748 rBV 1053 1450 0.19% 0.021%
32 7.497 752 759 767 rBV 88802 158864 20.53% 2.335%
33 7.696 792 793 798 rVB 1457 1248 0.16% 0.018%
34 7.961 831 838 845 rBV 91926 153491 19.83%  2.256%
35 8.202 876 879 882 rvB2 1076 1132 0.15% 0.017%
36 8.542 935 937 943 rVB 1018 1348 0.17% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BGO50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 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-BG081921.M
Title : SVOA CALIBRATION
37 8.601 943 947 948 rBV 1185 1245 0.16% ©0.018%
38 8.683 955 961 972 rVB2 86395 154315 19.94%  2.268%
39 8.965 1005 1009 1010 rBV2 886 1171 0.15% 0.017%
40  9.130 1029 1037 1047 rBV 93173 172716 22.32%  2.539%
41  9.259 1054 1059 1060 rBV 1072 1321 0.17% ©0.019%
42  9.523 1100 1104 1109 rVB4 5365 7974 1.03% 0.117%
43  9.864 1154 1162 1170 rBV2 86026 153183 19.79%  2.251%
44 10.416 1249 1256 1267 rBV 108794 208725 26.97% 3.068%
45 10.781 1311 1318 1327 rBV 123826 214356 27.70%  3.151%
46 10.927 1335 1343 1350 rBV 36155 69252 8.95% 1.018%
47 11.086 1368 1370 1372 rBV 1162 1248 0.16% 0.018%
48 11.621 1459 1461 1464 rBV2 958 1161 0.15% 0.017%
49 11.797 1489 1491 1494 rVB 1418 1304 0.17% 0.019%
50 11.832 1494 1497 1500 rBV 1228 1396 0.18% 0.021%
51 12.026 1525 1530 1536 rBV4 3177 5548 ©.72% 0.082%
52 12.296 1571 1576 1584 rBV 32662 58074 7.50%  0.854%
53 12.378 1588 1590 1593 rVB 1810 1763 0.23% 0.026%
54 13.019 1698 1699 1704 rBV 762 1109 0.14% 0.016%
55 13.612 1798 1800 1803 rVB2 1180 1101 0.14% 0.016%
56 13.682 1807 1812 1814 rBV 745 1171 0.15% 0.017%
57 14.023 1863 1870 1877 rBV 238784 355275 45.91%  5.222%
58 14.317 1913 1920 1927 rBV 257953 396102 51.18% 5.822%
59 14.622 1966 1972 1980 rVB 205570 309657 40.01% 4.551%
60 14.863 2008 2013 2020 rBVS5 32301 66923 8.65% ©.984%
61 15.615 2135 2141 2149 rVB 341584 523092 67.59% 7.688%
62 15.756 2160 2165 2175 rBV 84638 135789 17.55%  1.996%
63 15.862 2179 2183 2186 rVB3 1720 2367 0.31% 0.035%
64 17.154 2401 2403 2407 rBV2 1282 1656 0.21% 0.024%
65 17.377 2435 2441 2447 rVB 256367 369768 47.78% 5.435%
66 17.477 2451 2458 2468 rVW 473163 708568 91.56% 10.414%
67 17.654 2483 2488 2492 rBV4 1755 3394 0.44% 0.050%
68 17.789 2508 2511 2513 rVB 1193 1288 0.17% 0.019%
69 17.889 2525 2528 2531 rVB 1172 1437 0.19% 0.021%
70 18.335 2602 2604 2607 rBvV4 1909 1696 0.22% 0.025%
71 18.358 2607 2608 2611 rVB 1379 1179 0.15% 0.017%
72 18.582 2643 2646 2649 rBV 915 1237 0.16% 0.018%
73 18.623 2649 2653 2654 rVB 1537 1576 ©.20% 0.023%
74 18.658 2657 2659 2661 rBV 1580 1378 0.18% 0.020%
75 18.776 2677 2679 2680 rBV 1646 1422 0.18% 0.021%
76 18.864 2693 2694 2697 rBV 1214 1450 0.19% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BGO50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 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-BG081921.M
Title : SVOA CALIBRATION

77 18.952 2706 2709 2712 rBV 1502 1939 0.25% 0.028%
78 19.016 2717 2720 2721 rBV2 1971 1405 0.18% 0.021%
79 19.199 2750 2751 2755 rBV3 1282 1344 0.17% 0.020%
80 19.234 2755 2757 2760 rVB 2496 1458 0.19% 0.021%
81 19.334 2770 2774 2779 rVB4 5992 9356 1.21% ©.138%
82 19.404 2779 2786 2789 rBV2 8077 12174 1.57% 0.179%
83 19.498 2798 2802 2803 rBV2 2159 2292 0.30% 0.034%
84 19.768 2842 2848 2854 rVB 568557 773867 100.00% 11.374%
85 20.168 2914 2916 2918 rVB3 3382 2782 0.36% 0.041%
86 20.191 2918 2920 2921 rBV 1860 1230 0.16% 0.018%
87 20.397 2953 2955 2957 rVB3 3282 1798 0.23% 0.026%
88 20.420 2957 2959 2961 rBV3 3803 2773 0.36% 0.041%
89 20.802 3023 3024 3025 rBV 4181 1787 0.23% 0.026%
90 21.654 3163 3169 3175 rVB 222206 362121 46.79%  5.322%
91 22.882 3376 3378 3381 rBV3 6751 5855 0.76% ©.086%

92 24.662 3671 3681 3691 rVB2 259180 702952 90.84% 10.332%
93 24.879 3709 3718 3728 rVB2 133585 382934 49.48% 5.628%
94 26.694 4025 4027 4030 rBV5 6189 5290 0.68% 0.078%

Sum of corrected areas: 6803727
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83021\
Data File : BG@50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050068.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83021\
Data File : BG@50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.029 3.42 ng/ul 26217 1,4-Dichlorobenzene-d4 7.961
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 39

2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 33
4 Succinic acid, 2-methoxyethyl te... 372 C21H4005 1000325-81-3 33
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
Abundance Scan 339 (5.029 min): BG050068.D\data.ms (-333) (-) m/z 43.15 100.00%
3.1
5000
101.2 U
i “ | 206.9 4.80 5.00 5.20 5.40 ]
0 el e e e e mM/z 59.15  66.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9299: Oxirane, [(1-methylethoxy)methyl]-
43.0
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101.0 . .96%
3.0 m/z 101.15 21.96%
O' \\\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R RERRERE
4.80 5.00 5.20 5.40
5000 m/z 58.15 21.62%
101.0
£
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24161: 2-hydroxy-2-methyl-4-heptanone
43.0 4.80 5.00 5.20 5.40
m/z 41.25 14.14%
5000 710
129.0 A A
ok b L1010 L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@83021\
Data File : BG@50068.D

Acqg On : 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc :

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.296 5.42 ng/ul 58074 Naphthalene-d8 10.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 38
2 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 32
3 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 32
4 Pyrimidine, 2-chloro-5-dimethyla... 157 C6EH8CIN3 062802-43-1 32
5 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5C102 007009-16-7 32
Abundance Scan 1576 (12.296 min): BG050068.D\data.ms (-1571) (-  m/z 156.15 100.00%
156.2
5000 115.2
78.2
—— ]
52.0 135 ‘ 12.00 12.50
b bl 9 LA gz 115,15 48.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46454: 6-Isopropylquinoline
156.0
5000 —r ——
12.00 12.50
m/z 158.15 31.29%
0 2?'0 | 5:%.0 L 7‘5\'0 10_}.0 ‘12‘8.0 . M |
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #46455: Quinoline, 8-propyl-
156.0
T ‘ T T A\ ‘ T
12.00 12.50
5000 m/z 78.15 29.29%
129.0
61"0 b 2920 ‘ ‘
) SN 1 N R O 1 O
miz--> 20 40 60 80 100 120 140 160
Abundance #33519: 2-Chloro-4,6-dimethyl-3-pyridinamine —— Al
156.0 12.00 12.50
m/z 171.15  27.13%
5000
66.0 121.0
39.0 ‘ 93.0 H
0 \1\5\.(’)\‘1\\“M‘\\‘uhw‘w“\\ww\\H‘\‘i“\\\}‘\}\\“‘\\\ e —— ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG083021\
Data File : BGO50068.D

Acqg On ¢ 31 Aug 2021 17:06
Operator : CG/JU

Sample : M3474-18

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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 5.029 3.4 ng/ul 26217 1 7.961 153491 20.0
unknown-02 12.296 5.4 ng/ul 58074 2 10.781 214356 20.0
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