LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample 1 M4412-02

Misc :

ALS Vvial : 31 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-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50846.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.590 12 17 22 rvB3 8721 12525 1.01% 0.114%
2 3.872 63 65 69 rBv4 1453 1638 0.13% 0.015%
3  4.019 86 90 103 rBV 34646 67629 5.47% 0.615%
4 4,248 125 129 135 rBV3 4950 7714 0.62% 0.070%
5 4.359 143 148 156 rvB2 5414 8559 0.69% 0.078%
6 4.724 205 210 215 rVB 8023 12267 0.99% 0.112%
7 5.294 303 307 311 rVB5S 2021 3744 0.30% 0.034%
8 5.593 351 358 362 rBV 4393 7611 0.62% 0.069%
9 6.040 429 434 436 rBv3 1313 1859 0.15% 0.017%
10 6.257 465 471 480 rVB4 5855 12264 0.99% 0.112%
11 7.191 626 630 639 rVBS 1985 3559 0.29% 0.032%
12 7.373 654 661 675 rVB 44737 89171 7.21% 0.811%
13 7.544 684 690 701 rVB 127255 218067 17.64% 1.984%
14 7.755 719 726 735 rBV 126489 223310 18.07% 2.032%
15 8.190 795 800 801 rBvV2 2205 2837 0.23% 0.026%
16 8.231 801 807 812 rW 87478 155191 12.56% 1.412%
17 8.272 812 814 820 rVV2 10332 13678 1.11% 0.124%
18 8.337 822 825 829 rVB3 1107 1803 ©0.15% 0.016%
19 8.449 836 844 849 rBV7 3179 6700 0.54% 0.061%
20 8.754 893 896 902 rBV5 2788 4341 0.35% 0.039%
21 8.836 905 910 914 rVV5 1171 2452  0.20% 0.022%
22 8.883 914 918 919 rW2 1862 2217 0.18% 0.020%
23 8.925 919 925 933 rVW 106639 195033 15.78% 1.775%
24  9.060 943 948 951 rwv3 2174 3999 0.32% 0.036%
25 9.330 988 994 999 rBV 14831 24946  2.02% 0.227%

26 9.401 999 1006 1013 rBV 154631 288089 23.31%
27 9.542 1027 1030 1035 rVB4 2572 3594 0.29%
28 10.129 1123 1130 1138 rVB2 132587 243087 19.67%
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29 10.670 1215 1222 1233 rBV 168365 314275 25.43% 859%
30 10.805 1239 1245 1254 rBV2 13636 27974 2.26% 255%
31 10.952 1265 1270 1276 rVB 3887 6458 0.52% 059%

32 11.052 1280 1287 1300 rVB 129594 244572 19.79%
33 11.187 1302 1310 1322 rBV 167396 319793 25.87%

OONNOG
o}
=
]
S

34 11.721 1396 1401 1410 rBV2 1130 2406 0.19% 022%
35 12.620 1549 1554 1559 rBV3 2865 4967  0.40% 045%
36 13.202 1649 1653 1661 rVB5 3046 4737 ©.38% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample 1 M4412-02

Misc :

ALS Vvial : 31 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-BG110321.M
Title : SVOA CALIBRATION
37 13.449 1691 1695 1700 rBvV2 6794 9699 0.78% 0.088%
38 13.690 1731 1736 1738 rBvV2 2148 3830 0.31% 0.035%
39 13.772 1744 1750 1759 rVWv3 17238 33299 2.69% 0.303%
40 14.248 1824 1831 1837 rVB 403302 601888 48.69% 5.476%
41 14.547 1873 1882 1890 rBV 430488 697531 56.43% 6.347%
42 14.853 1926 1934 1941 rBV 237551 370274 29.96% 3.369%
43 14.912 1941 1944 1949 rVB3 5234 6911 0.56% 0.063%
44 15.041 1960 1966 1983 rBV 29436 66991 5.42% 0.610%
45 15.258 2000 2003 2007 rBv4 1543 2115 0.17% 0.019%
46 15.417 2027 2030 2033 rBV2 2192 2831 0.23% 0.026%
47 15.511 2042 2046 2048 rBV 3090 3809 0.31% 0.035%
48 15.540 2048 2051 2056 rVB4 2192 2939 0.24% 0.027%
49 15.623 2060 2065 2067 rBvV3 1718 2816 0.23% 0.026%
50 15.840 2095 2102 2112 rBV 578478 900781 72.88% 8.196%
51 15.952 2115 2121 2129 rBV 185766 290415 23.50% 2.642%
52 16.081 2140 2143 2148 rVB3 3283 3959 0.32% 0.036%
53 16.193 2157 2162 2165 rBV5 4525 7722 0.62% 0.070%
54 16.545 2220 2222 2228 rVB4 1717 2128 0.17% 0.019%
55 16.821 2266 2269 2274 rBV2 1667 2441 0.20% 0.022%
56 17.321 2351 2354 2357 rVB2 1614 1905 0.15% 0.017%
57 17.385 2361 2365 2369 rBV4 1366 2197 0.18% 0.020%
58 17.597 2394 2401 2409 rVV 320763 491240 39.74% 4.470%
59 17.697 2411 2418 2427 rVV 687041 1064849 86.15% 9.689%
60 17.767 2427 2430 2434 rVB2 5310 7370 0.60% 0.067%
61 17.849 2440 2444 2451 rVB2 2285 3837 ©0.31% 0.035%
62 18.243 2505 2511 2516 rBV 155933 209142 16.92% 1.903%
63 18.531 2555 2560 2563 rBV 5487 7644 0.62% 0.070%
64 18.713 2588 2591 2595 rBV3 1336 1900 0.15% 0.017%
65 19.395 2701 2707 2711 rBV5S 1463 2755 0.22% 0.025%
66 19.536 2727 2731 2735 rVB2 8712 12626 1.02% 0.115%
67 19.606 2738 2743 2748 rVB 8576 13490 1.09% 0.123%
68 19.970 2799 2805 2812 rBV 864377 1236052 100.00% 11.246%
69 20.329 2865 2866 2870 rBV3 1751 2164 0.18% 0.020%
70 20.458 2885 2888 2893 rBV6 2596 5153 0.42% 0.047%
71 20.699 2926 2929 2931 rBV3 1959 1904 0.15% 0.017%
72 20.852 2953 2955 2957 rBV3 2572 2677 0.22% 0.024%
73 20.887 2959 2961 2964 rBv4 2473 3111 0.25% 0.028%
74 21.093 2994 2996 2998 rBV2 2074 1745 0.14% 0.016%
75 21.486 3060 3063 3067 rBv4 10292 16666 1.35% 0.152%
76 21.745 3103 3107 3110 rBV3 3769 5722 0.46% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample 1 M4412-02

Misc :

ALS Vvial : 31 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-BG110321.M

Title : SVOA CALIBRATION

77 21.892 3125 3132 3140 rBV 289520 494464 40.00%  4.499%
78 22.015 3151 3153 3156 rBvV4 1609 2335 0.19% 0.021%
79 22.497 3233 3235 3237 rVB3 2375 1839 0.15% 0.017%
80 22.697 3263 3269 3275 rBV6 6878 15296 1.24% 0.139%
81 23.419 3386 3392 3398 rBV7 10409 19771 1.60% ©.180%
82 24.271 3530 3537 3546 rVV5 13202 33005 2.67% 0.300%
83 24.824 3629 3631 3633 rBV3 1699 1827 ©0.15% 0.017%
84 24.923 3646 3648 3651 rVB3 2036 1851 ©.15% 0.017%
85 25.059 3659 3671 3687 rVB2 384111 1109789 89.78% 10.098%
86 25.294 3699 3711 3724 rVB2 172886 526666 42.61% 4.792%
87 25.740 3783 3787 3789 rBV5 2041 2699 0.22% 0.025%
88 25.881 3807 3811 3816 rBVS8 2307 4664 0.38% 0.042%
89 26.116 3849 3851 3855 rBV5 1699 2625 0.21% 0.024%
990 26.475 3904 3912 3922 rVB4 17183 50308 4.07% 0.458%
91 26.798 3965 3967 3969 rBV3 1829 1688 ©0.14% 0.015%
92 26.956 3990 3994 3995 rBV3 2040 2439 0.20% 0.022%
93 27.256 4043 4045 4047 rBV2 1798 1760 0.14% 0.016%
94 27.914 4150 4157 4170 rVB8 13573 43363 3.51% ©.395%
95 28.020 4174 4175 4177 rBV2 2436 1753 0.14% 0.016%
96 28.866 4318 4319 4322 rBV3 1962 2255 0.18% 0.021%
97 29.641 4445 4451 4452 rBVS 8157 13551 1.10% ©.123%
98 30.793 4645 4647 4650 rBV3 1969 1982 0.16% 0.018%
99 31.716 4801 4804 4805 rBV3 3047 3416 0.28% 0.031%
100 32.303 4902 4904 4906 rBV3 2183 1721 0.14% 0.016%

Sum of corrected areas: 10990661
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample : M4412-02

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050846.D\data.ms
800000
700000
600000
500000
400000
300000

200000 9.401 10.670 11.187

7.534755 ’ 10.129 11.052
8.231 8.925

100000
,15%. 871pAREEN.T24 5208, 593 606257 7. 1%\)% J 8%3719&3 6239542 11721 12620 13:

Time--> 3.50 4.00 450 5.00 5.50 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12 00 12. 50 13.00
Abundance TIC: BG050846.D\data.ms

19.970
800000

700000 17.697
600000 15.840

500000
547

400000 14.22[6

17.597

300000 21.892

14.853
200000 p-952 18.243

=

100000

13.4455862 Ll 50 brmsszn3n.0a08s 516821 % 1858713 101965866 J 2202EERFENIF L 486745015 22 20597

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: BG050846.D\data.ms

o

800000
700000
600000
500000
400000 25.059
300000
200000 5.294

100000

23.419 24271 204 252586111604 o 2r0838.256 26840 28.866  29.641 30.793 31.716 32.303

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample : M4412-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.330 3.21 ng/ul 24946  1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
3 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 64
4 Mequinol 124 C7H802 000150-76-5 62
5 Mequinol 124 C7H802 000150-76-5 62
Abundance Scan 994 (9.330 min): BG050846.D\data.ms (-988) (-) m/z 109.00 100.00%
81.0 109.0
' 124.0
5000
53.0 AR R
39 0 H‘ 949 9.00 9.20 9.40 9.60
e M o 5T b m/z 1.8 86.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11909: Phenol, 2-methoxy-
109.0
124.0
81.0
5000 UL L B L B L BB
9.00 9.20 9.40 9.60
53.0 m/z 124.00  80.55%
\\‘]\_\5\(\)‘H\‘\‘H\}“\H\MH\‘?‘H‘HH‘}H\‘9\\5\\0‘\\\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0 124'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
9.00 9.20 9.40 9.60
5000 m/z 53.00 23.35%
27.0 53.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)- A e
81.0 9.00 9.20 9.40 9.60
109.0 m/z 51.00 17.00%
43.0 124.0
5000
27.0
H_H‘_HW‘Hhk‘4$m‘mw?‘NHH‘R?R‘ku‘WHH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample : M4412-02

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.805 2.29 ng/ul 27974  Naphthalene-d8 11.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56

Abundance Scan 1245 (10.805 min): BG050846.D\data.ms (-1239) (-  m/z 45.00 100.00%

45.0
5000
75.0
), ‘ 1010 164.8 10,50 11.00
T i m/z 57.00  99.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
9.0 10,50 11.00
75.0 m/z 41.00 38.01%
| i LL_LH \\\‘ \H 10? 0 132.0
\\\\’\\\“\\ H\\\\‘\\\\‘\\\\‘\\‘}\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
10 50 11.00
f 75.0
100.0
\\ L 100 1320 1e30
miz--> 60 80 100 120 140 160 f\
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- ‘
45.0 10.50 11.00
m/z 56.00 20.83%
5000
27.0
‘ 75.0
100.0
RO - SO S I |
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample : M4412-02

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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.
18.243 8.51 ng/ul 209142  Phenanthrene-die 17.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 60
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46

Abundance Scan 2511 (18 243 min): BG050846.D\data.ms (-2505) (- m/z 57.00 100.00%

205.1
5000 175.1
91.0
R e
‘ ‘ ‘ ﬂ 261.1 18.00 18.50
WH“ L JH‘M i, I ly A i n\“a i H‘h‘ I b m/z 205.10  83.70%
m/z--> 20 40 60 80 100 120140160 180 200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — —
175.0 18.00 18.50
010 m/z 217.20  58.53%
‘ 135.0 ‘ H 261.0
R Rasaa ‘\“ 1\‘ W“ ‘Hf“‘h‘ MH‘ \‘““\\‘ Mw ‘}H‘W ‘m‘\mh“ ‘\W}\‘ L U\’ \‘\‘H‘\ ‘\h - ‘H’h‘ , !\‘ Raas “‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
—r —r
57.0 18.00 18.50
5000 175.0 m/z 55.00 52.98%
910  13c4 261.0
210 Ll ‘M bbb b A AL
m/z--> 20 40 60 80 100 120140160 180 200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- P e
57.0 18.00 18.50
m/z 175.10 49.92%
5000
205.0
91.0 175.0
135.0
e “H“ i ‘M“‘m““‘ el e ‘H, —— ““,‘M by ‘%i‘l‘ 2 " Dy —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110321\
Data File : BGO50846.D

Acqg On : 3 Nov 2021 12:07
Operator : CG/JU

Sample : M4412-02

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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|
Phenol, 2-methoxy- 9.330 3.2 ng/ul 24946 1 8.231 155191 20.0
Ethanol, 2-(2-b... 10.805 2.3 ng/ul 27974 2 11.057 244572 20.0
7,9-Di-tert-but... 18.243 8.5 ng/ul 209142 4 17.597 491240 20.0
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