LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51506.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.610 16 21 27 rBV3 7066 11592 1.13% 0.140%
2 3.881 63 67 68 rBv2 1045 1579 0.15% 0.019%
3 4.057 94 97 101 rBvV2 8979 13522 1.31% 0.164%
4  4.227 124 126 127 rBV2 2142 1532 0.15% ©0.019%
5 4.356 146 148 151 rBvV3 1283 1411  0.14% 0.017%
6 4.392 151 154 160 rVB5 3153 5692 ©.55% 0.069%
7 4.756 212 216 226 rVB6 3806 7786 0.76% 0.094%
8 4.920 241 244 245 rBV2 1706 1424 0.14% 0.017%
9 4.997 255 257 259 rBV 1305 1488 0.14% 0.018%
106 5.337 308 315 319 rBV6 4026 7474 0.73% 0.091%
11 5.778 389 390 395 rvB4 1891 2360 0.23% 0.029%
12 5.972 419 423 426 rBv2 1303 1807 0.18% 0.022%
13 6.360 483 489 490 rBV 1788 2626 0.26% 0.032%
14 7.076 608 611 613 rVB 1439 1572 0.15% ©0.019%
15 7.217 631 635 636 rBv2 1504 1859 0.18% 0.023%
16 7.364 654 660 661 rBv2 1484 2076 0.20% 0.025%
17 7.417 663 669 675 rBV2 35906 62678 6.09% 0©.759%
18 7.593 693 699 706 rBV 88710 148389 14.42%  1.798%
19 7.811 729 736 743 rVB2 94344 166102 16.14% 2.012%
20 8.122 787 789 791 rBV 1387 1636 0.16% 0.020%
21 8.292 811 818 824 rBvV2 99357 176849 17.19%  2.143%
22 8.345 824 827 834 rVB2 13232 19261 1.87% 0.233%
23 8.521 854 857 859 rBV2 1831 2258 0.22% 0.027%
24 8.886 918 919 924 rBV3 1551 1810 0.18% 0.022%
25 8.980 929 935 942 rBV 86089 147470 14.33% 1.787%
26 9.115 954 958 966 rVB3 5539 8861 0.86% 0.107%
27 9.250 978 981 984 rBV2 1048 1660 0.16% 0.020%
28 9.391 998 1005 1010 rBV3 10275 18650 1.81% 0.226%
29 9.455 1010 1016 1024 rVB 122827 210531 20.46% 2.551%
30 9.661 1048 1051 1055 rvB2 1529 2524 0.25% 0.031%

31 10.1%90 1133 1141 1152 rBV 93326 171240 16.64%

2.
32 10.730 1225 1233 1242 rBV 138152 252316 24.52%  3.057%
33 11.024 1281 1283 1288 rVB3 2826 3019 ©.29% 0.037%
34 11.124 1293 1300 1308 rVV 138158 252610 24.55% 3.061%
35 11.177 1308 1309 1313 rVwv2 2871 2586 0.25% 0.031%

36 11.247 1313 1321 1330 rVB 101294 176409 17.15% 2.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 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-BG121421.M
Title : SVOA CALIBRATION

37 11.641 1386 1388 1396 rvB2 1297 2314 0.22% 0.028%
38 11.782 1406 1412 1413 rBV4 1322 2102 0.20% 0.025%
39 11.870 1423 1427 1428 rBv2 1346 1427 0.14% 0.017%
40 12.222 1484 1487 1489 rBV2 1072 1447 0.14% 0.018%
41 12.399 1514 1517 1519 rVB2 1299 1513 0.15% ©0.018%
42 12.422 1519 1521 1525 rBV 1463 1920 0.19% 0.023%
43 12.698 1562 1568 1573 rVB2 4152 5526 ©.54% 0.067%
44 12.980 1614 1616 1619 rVB2 1740 1571 0.15% 0.019%
45 13.286 1667 1668 1671 rBV3 2165 2251 0.22% 0.027%
46 13.385 1681 1685 1686 rVB3 1645 1760 0.17% 0.021%
47 13.479 1698 1701 1702 rBV2 1577 1489 0.14% 0.018%
48 13.532 1705 1710 1716 rVB6 3654 7654 0.74% 0.093%
49 13.756 1743 1748 1751 rBV3 5955 9071 0.88% 0.110%
50 13.814 1753 1758 1763 rVB4 11251 22547 2.19% 0.273%
51 14.314 1836 1843 1850 rBV 324672 458386 44.55% 5.554%
52 14.443 1862 1865 1868 rVB2 1487 1482 0.14% 0.018%
53 14.549 1881 1883 1885 rBvV2 1370 1656 0.16% 0.020%
54 14.619 1887 1895 1901 rVV 321997 513912 49.95% 6.227%
55 14.919 1939 1946 1954 rVB 243373 390675 37.97% 4.733%
56 14.989 1954 1958 1963 rBV3 5056 8754 0.85% 0.106%
57 15.071 1966 1972 1978 rVB2 40663 63739 6.19% 0.772%
58 15.365 2020 2022 2025 rBvV3 1204 1765 0.17% 0.021%
59 15.447 2033 2036 2037 rBv2 1456 1412 0.14% 0.017%
60 15.582 2056 2059 2063 rVB4 2857 4767 0.46% 0.058%
61 15.653 2068 2071 2073 rVB 1327 1412 0.14% 0.017%
62 15.700 2077 2079 2080 rBV 1810 1641 0.16% 0.020%
63 15.906 2107 2114 2123 rBV 434460 675144 65.62% 8.180%
64 16.005 2125 2131 2138 rVV 142948 208351 20.25% 2.524%
65 16.264 2170 2175 2179 rBV3 8097 14832 1.44% 0.180%
66 16.581 2228 2229 2230 rBV 3352 1471 0.14% 0.018%
67 16.622 2234 2236 2237 rBV2 1921 1635 0.16% 0.020%
68 16.728 2252 2254 2257 rBV2 1476 1826 0.18% 0.022%
69 17.069 2310 2312 2313 rBV 2829 1766 0.17% 0.021%
70 17.556 2393 2395 2397 rBV2 2196 1491 0.14% 0.018%
71 17.668 2408 2414 2420 rBV 326807 512260 49.79% 6.207%
72 17.768 2424 2431 2437 rBV 549725 843927 82.02% 10.225%
73 17.938 2455 2460 2463 rBV6 6566 10659 1.04% 0.129%
74 18.326 2521 2526 2531 rBV2 73169 92567 9.00% 1.122%
75 18.614 2572 2575 2580 rVB 18025 20454 1.99%  0.248%

76 20.041 2812 2818 2824 rBV 697326 1028906 100.00% 12.466%
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\

BGO51506.D

: 14 Dec 2021 16:39
: CG/JU
: M4960-03RX

5 Sample Multiplier: 1

Parameters: LSCINT.P

RTE
OFF Filtering: 5

1 Min Area: 0.1 % of largest Peak
0.2 Max Peaks: 100

: 0 Peak Location: TOP

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

Method
Title

: Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

77 21.986 3144 3149 3157 rVB 328380 574628 55.85% 6.962%
78 25.252 3698 3705 3716 rVB2 307366 858852 83.47% 10.406%

Sum of corrected areas: 8253561
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051506.D\data.ms
700000

600000
500000
400000
300000

200000
10.7301.124

100000 7.5811 8292 gggg 10.190 1ﬂ 247
3.619 8k Qb ZpFa4. 7299975.337 5. 75}9726 360 7. mm;aj\ J ?%5218 SA@ 661 }\ 1110 J\nlnamzozmm 698.980

0\\\\‘\\\\‘\\\\‘\\\\‘\\\ T T \‘\\\\ \\\\‘\\ \—’_r\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\
Time--> 3.50 4.00 4.50 5.00 5.50 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 12.50 13.00

Abundance TIC: BG051506.D\data.ms
700000

20.041

600000 17.768

500000
15.906 21.986
400000

14.314.619 17.668

300000
14.919

200000
16.005

100000

44391 ﬁ%ammm 16.2@4a %2y .069 17.5567.938

e T S

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: BG051506.D\data.ms

700000

600000
500000
25.252
400000
300000

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\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.345 2.18 ng/ul 19261 1,4-Dichlorobenzene-d4 8.292

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45
Abundance Scan 827 (8.345 min): BG051506.D\data.ms (-824) (-) m/z 57.15 100.00%
57.1
5000
41.1 70.1 83.2
‘ | H “ 08.3 8.00 8.20 8.40 8.60
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\ m Z 41 19 36 87/
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 8.00 8.20 8.40 8.60
20.0 70.0 830 m/z 43.15 34.84%
\‘\ L] H \‘ 980 112.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15693: 2-Propyl-1-pentano
57.0
8.00 8.20 8.40 8.60
5000 410 m/z 83.15 32.19%
70.0
29.0
o Jo L L 1 %0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl- W“Aw“‘w“‘w“‘ﬁ‘
57.0 8.00 8.20 8.40 8.60
m/z 70.10 31.07%
5000
70.0 83.0
29.0
0] \ M \‘ ‘\ %89 1120
R e B R R e AR mmEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Phenol, 2-methoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.391 2.11 ng/ul 18650 1,4-Dichlorobenzene-d4 8.292

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 80
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 80
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 72
4 Formic acid, 2-methoxyphenyl ester 152 C8H803 1000368-70-7 64
5 Mequinol 124 C7H802 000150-76-5 52

Abundance Scan 1005 (9.391 min): BG051506.D\data.ms (-998) (-) m/z 109.05 100.00%

81.2 109.1
5000
53.0 |
e
1688 2071 900 9.209.40 9.60 9.80
\\\‘\\\\“i”\\HH\‘H\‘\\\‘\\‘\\‘\\\\"\\\’\\\\‘\\\\‘\\\\‘\\\\ m/z 81.15 99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0
5000 Mu\‘HH‘HH‘H\A\,H
9.00 9.20 9.40 9.60 9.80
53.0 m/z 124.05 97.45%
27.0
\H‘\‘\\\“‘H‘H“\‘MH\‘i‘\H‘\‘\\‘\\’\‘H\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0
R BRR R
9.00 9.20 9.40 9.60 9.80
5000 m/z 53.05 27.96%
27.0 53.0
\H‘JMHN\NMMMH”MH\\‘HM\’M\\W\\\M\\w\\\w\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11912: Phenol, 2-methoxy- e e
109.0 9.00 9.20 9.40 9.60 9.80
m/z 39.05 16.67%
81.0
5000
270 530
\H‘\“1\\“‘H“H‘\“MH\‘i‘\\\‘\‘\\‘\\"H\’\H\‘\H\‘\\H‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.326 3.61 ng/ul 92567 Phenanthrene-d10 17.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 49
3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 43
5 2,4-Diamino-6-nitroquinazoline 205 C8H7N502 007154-34-9 42

Abundance Scan 2526 (18.326 min): BG051506.D\data.ms (-2521) (-  m/z 205.15 100.00%

205.2
57.1
5000
115.1 : —
159. 1 T
| ‘ 26‘1-1 355 18.00 18.50
N m/z 217.15  62.18%
mlz--> 50 100 150 200 250 300 350
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — —
18.00 18.50
109.0 m/z 57.15 54.04%
1 ¥ 161 261.0
L “ T
m/z--> 50 100 150 200 250 300 350
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
18.00 18.50
5000 m/z 55.15 49.53%
205.0
109.0
N M Lm[ H\ Mh b \H‘ MM H\H\‘\Hi \‘H ﬂ ‘\“ \‘L\!\ “\ ‘2’6‘\1"0‘ Ce
m/z--> O 100 150 200 250 300 350
Abundance #98414: 1-(3-Amino-4,6- dlmethylthleno[z 3-b]pyridin-2-yl)
205. 18.00 18.50
m/z 177.15 47 .58%
5000
43.0 Lo 150.0
. ‘\“\‘u ‘\h‘\u‘ b \u‘\h‘\ ‘H““‘ b, ‘\‘ “\‘ e
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51506.D

Acqg On : 14 Dec 2021 16:39
Operator : CG/JU

Sample : M4960-03RX

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
1-Hexanol, 2-et... 8.345 2.2 ng/ul 19261 1 8.292 176849 20.0
Phenol, 2-methoxy- 9.391 2.1 ng/ul 18650 1  8.292 176849 20.0
7,9-Di-tert-but... 18.326 3.6 ng/ul 92567 4 17.668 512260 20.0
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