LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc :

ALS Vvial : 66 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: BGO51738.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.600 14 19 24 rBV 9817 14319 0.95% 0.103%
2 4.028 89 92 107 rBvV 31529 56468 3.73% 0.406%
3 4.263 127 132 133 rBvV2 2332 2361 0.16% 0.017%
4 4,381 149 152 160 rvB3 3745 5781 0.38% 0.042%
5 4.569 178 184 188 rBvV2 921 2025 0.13% 0.015%
6 4.751 208 215 219 rVB3 3910 5646 0.37% 0.041%
7 6.073 433 440 442 rBV3 1397 2966 0.20% 0.021%
8 6.284 472 476 477 rBV3 1816 2274 0.15% 0.016%
9 6.314 477 481 484 rVB2 3262 4727 0.31% 0.034%
106 6.883 573 578 584 rVB2 14685 22072 1.46% 0.159%
11 7.101 611 615 619 rBvV3 1626 2587 0.17% 0.019%
12 7.348 652 657 660 rBv4 2228 3182 0.21% 0.023%
13 7.406 660 667 673 rVB 52808 91849 6.07% 0.660%
14 7.577 689 696 708 rVB 158699 268517 17.75%  1.929%
15 7.800 725 734 743 rVB 164560 281138 18.58% 2.020%
16 8.276 807 815 819 rBV 140669 246044 16.26%  1.768%
17 8.317 820 822 828 rVB3 27536 38936 2.57% 0.280%
18 8.881 914 918 921 rVB3 1944 2867 ©0.19% 0.021%
19 8.963 925 932 942 rBV2 133259 242078 16.00% 1.739%
20 9.098 949 955 961 rvVB3 12662 21275 1.41% 0.153%
21  9.368 993 1001 1007 rBvV2 18016 35703 2.36% 0.256%
22 9.439 1007 1013 1025 rVB 212023 392901 25.97% 2.823%
23 9.597 1035 1040 1046 rBV2 2695 4055 0.27% 0.029%
24 10.173 1131 1138 1149 rVB 177281 309097 20.43% 2.221%
25 10.719 1223 1231 1239 rBV 250647 448205 29.62%  3.220%
26 11.001 1270 1279 1285 rVB5 8844 17266 1.14% 0.124%
27 11.113 1290 1298 1304 rVV 205847 372771 24.63% 2.678%
28 11.160 1304 1306 1311 rVV3 4522 5417 0.36% ©0.039%
29 11.230 1311 1318 1331 rVB 232134 412917 27.29% 2.966%
30 11.759 1400 1408 1413 rBV4 3125 5854 0.39% 0.042%
31 12.259 1489 1493 1497 rVB2 2643 4417 0.29% 0.032%
32 12.358 1503 1510 1516 rBV 46662 77810 5.14% 0.559%
33 12.681 1557 1565 1570 rVB 4398 6982 0.46% 0.050%
34 13.187 1647 1651 1654 rBV4 2141 3478 ©.23% 0.025%
35 13.522 1702 1708 1715 rVB7 3597 6908 0.46% 0.050%
36 13.739 1740 1745 1751 rBV3 1619 3058 0.20% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc :

ALS Vvial : 66 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 13.809 1751 1757 1765 rBV3 47956 78560 5.19% 0.564%
38 14.297 1834 1840 1848 rBV 535681 777610 51.39% 5.586%
39 14.602 1885 1892 1902 rBV 567433 902403 59.64% 6.483%
40 14.743 1913 1916 1919 rVB 2312 2742 0.18% 0.020%
41 14.908 1937 1944 1951 rBV 345462 553543 36.58% 3.977%
42 14.978 1951 1956 1959 rVB2 6086 7871 0.52% 0.057%
43 15.072 1966 1972 1979 rBV2 38289 66016 4.36% 0.474%
44 15.137 1981 1983 1987 rVB2 1753 1991 0.13% 0.014%
45 15.301 2007 2011 2014 rBvV2 3532 3084 0.20% 0.022%
46 15.566 2051 2056 2061 rVB2 5011 7515 0.50% 0.054%
47 15.630 2064 2067 2070 rVB 2230 2758 0.18% 0.020%
48 15.683 2074 2076 2078 rBV 2289 2670 0.18% 0.019%
49 15.901 2105 2113 2121 rBV 745050 1154475 76.29% 8.294%
50 15.995 2124 2129 2139 rVB 128005 196428 12.98% 1.411%
51 16.136 2150 2153 2158 rVvB3 3380 5518 ©0.36% 0.040%
52 16.253 2166 2173 2180 rBv2 7266 11973 0.79% 0.086%
53 17.240 2338 2341 2344 rVB2 2484 2402 0.16% 0.017%
54 17.440 2370 2375 2380 rBvV2 2330 3925 0.26% 0.028%
55 17.592 2399 2401 2405 rvVB2 2354 2219 0.15% 0.016%
56 17.657 2405 2412 2419 rBV 456878 675553 44.64% 4.853%
57 17.757 2421 2429 2436 rBV 846736 1312147 86.71% 9.426%
58 17.910 2452 2455 2461 rBvV2 1757 2486 0.16% ©0.018%
59 18.309 2518 2523 2531 rBV2 164125 211352 13.97% 1.518%
60 18.597 2568 2572 2576 rBV3 2863 4620 0.31% 0.033%
61 18.638 2576 2579 2583 rVB4 2691 3812 0.25% 0.027%
62 18.785 2599 2604 2608 rVB 2701 3362 0.22% 0.024%
63 19.596 2738 2742 2750 rVB2 11950 16560 1.09% 0.119%
64 19.666 2750 2754 2759 rBV2 10423 16117 1.07% 0.116%
65 19.930 2796 2799 2803 rVB3 10275 10050 0.66% 0.072%
66 20.030 2809 2816 2827 rBV 1032949 1513189 100.00% 10.871%
67 20.541 2901 2903 2906 rVB4 2054 2159 0.14% 0.016%
68 20.976 2974 2977 2980 rVB4 12915 12823 0.85% 0.092%
69 21.017 2980 2984 2988 rBV4 14137 19107 1.26% 0.137%
70 21.581 3078 3080 3082 rBV3 3986 3166 0.21% 0.023%
71 21.975 3140 3147 3158 rBV 388234 696772 46.05% 5.006%
72 22.174 3176 3181 3185 rBVS5S 7994 12805 0.85% 0.092%
73 23.708 3440 3442 3443 rBV2 2929 2267 0.15% 0.016%
74 24.471 3569 3572 3586 rVB4 18899 45474  3.01% ©0.327%
75 24.560 3586 3587 3590 rVB3 3431 2422 0.16% 0.017%

76 25.241 3690 3703 3718 rBV2 459940 1393311 92.08% 10.009%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24

Operator : CG/JU

Sample : M5090-12

Misc

ALS Vvial : 66 Sample Multiplier: 1
Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF

Sampling : 1

Start Thrs: 0.2

Stop Thrs : © Pea

If leading or trailing edge < 100 prefer <
Peak separation: 5

Method
Title

: Z:\svoasrv\HPCHEM1\BNA_G\Metho
: SVOA CALIBRATION

77 25.476 3733 3743 3761 rVB2 212702
78 26.804 3962 3969 3979 rVB6 19242
79 30.023 4515 4517 4518 rBV 3313

Sum of corrected are

SFAM-EPA-BG121421.M Fri Dec 31 ©3:50:27 2021

LSC Area Percent Report

BG122021\

5

0.1 % of largest Peak
100

TOP

Filtering:
Min Area:
Max Peaks:
k Location:

Baseline drop else tangent >

ds\SFAM-EPA-BG121421.M

690437 45.63%  4.960%
60005 3.97% 0.431%

2279 0.15% 0.016%
as: 13919929



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc

ALS Vvial : 66 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: BG051738.D\data.ms
1000000
800000

600000

400000

10. 719

9.439
10173
200000 757890 g76 5063
600 +0%8hemreg51 6.0mmM  6.5Amug A 8p§17 8.8 10%3 110016011750 12 2 5332681 13.1
0 _Y_T‘Y_T‘T,LT [

L s L R B \\‘\\\\‘\\\\\T\\‘\\r\‘\\\r‘\‘v_r\ T T (LA N

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 o9 50 10. 00 10 50 11. 00 11.50 12. 00 12 50 13.00
Abundance TIC: BG051738.D\data.ms
1000000 20.030

17.757

800000 15.901

600000 14.2&%602

17.6%7

400000 21.975

14.908

200000 18.309

15.995

13.809
L1313 5327 9 6353 17 .22V .910 || IBEBERS5 1995%93@ 2054120906 21.581 [R2.174
‘ T ‘ LI ‘ L T\ —r ‘ L ‘ L ‘ L ‘ T T 71 ‘ T 17 ‘ T 17T ‘ T 1T ‘ T 1T ‘ T T T ‘ L

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: BG051738.D\data.ms
1000000

800000

600000

25.241

400000

5.476
200000

23.708  2848%0 26.804 30.023

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\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24

Operator : CG/JU

Sample : M5090-12

Misc

ALS Vvial : 66 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: 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.
o.368 2.9 ng/ul 35703 1,4-Dichlorobenzene-d4  8.276
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 phenol, 2-methoxy- 124 c7Hso2 000090-05-1 90

2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
3 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 78
4 Mequinol 124 C7H802 000150-76-5 62
5 Mequinol 124 C7H802 000150-76-5 62
Abundance Scan 1001 (9.368 min): BG051738.D\data.ms (-993) (-) m/z 81.15 100.00%
81.2 109.1
124.1
5000
53.3
\‘\\\\‘\\\\‘\\\\‘\\\A\‘\
39.1 H 9.00 9.20 9.40 9.60
Obrrrrreepreerrreditbe e bt el m/z 109.05  95.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0 124.0
5000 R R s e s
9.00 9.20 9.40 9.60
270 53.0 m/z 124.05  77.20%
O \\‘H\\‘H1‘\“\\\‘1“‘\H\HMN\\‘ﬁy\.(‘)\\\‘\i}H\‘9\?\.\0‘\\\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11909: Phenol, 2-methoxy-
109.0
124.0
R R R ERRRR
81.0 9.00 9.20 9.40 9.60
5000 m/z 53.25 30.19%
53.0
39.0
0 \\‘]\_\5\.(\)‘H\\“H\M‘\H\M“\\‘ﬁV\.‘O\H‘\i}H\‘9?\‘\0‘\\\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)- O EEEmEsEEEEE R
81.0 9.00 9.20 9.40 9.60
109.0 m/z 52.15 18.66%
43.0 124.0
5000
27.0
TR L. .Y N WY A W
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\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc

ALS Vvial : 66 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

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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.809 2.84 ng/ul 78560  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Vanillin 152 C8H803 000121-33-5 96
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Vanillin 152 C8H803 000121-33-5 96
Abundance Scan 1757 (13.809 min): BG051738.D\data.ms (-1751) (-  m/z 151.15 100.00%
151.2
5000 81.2
109.1
— ——
SHHO ‘ ‘ 13.50 14.00
oww_m_wup”‘ bl Al m/z 152.05  99.20%
miz--> 20 80 100 120 140 160
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000 — ——
o0 /13-5081 15 14.3109 90%
m/z . . 0
53.0 109.0
29.0 ‘
O\ T \‘\ ‘ \‘\‘\ \“ T \U'U\ “U‘\ T \H} T \H\ ‘ T ‘ T ‘]J\Z\S\O\ ‘ T ‘\ ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29937: Vanillin
152.0
— ———%
13.50 14.00
5000 m/z 109.05 28.60%
81.0
51.0 109.0
27.0 ‘ |
P S ol OTASONT PR W .30 W
m/z--> 20 40 60 80 100 120 140 160
Abundance #29934: Vanillin “ —
151.0 13.50 14.00
m/z 51.05 16.23%
5000
81.0
109.0
53.0 ‘
. T N I N T M L
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc :

ALS Vvial : 66 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.
18.309 6.26 ng/ul 211352  Phenanthrene-die 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 87
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 49

Abundance Scan 2523 (18.309 min): BG051738.D\data.ms (-2518) (-  m/z 205.15 100.00%

571 205.2
175.2
5000 91.2
— ——
‘ H H H ‘ h 261.1 18.00 18.50
0 Hw‘;wwh‘lu Wl Al ‘W‘HMWJ‘ AL Bl - “u e m/z 57.15  83.77%
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 [t yhocy—pLAqueady
175.0 18.00 18.50
m/z 217.15 68.21%
\ bl e
Ot Raaaar ‘\M\‘ W‘ “‘[HM ‘\HH \‘““\\‘ MH} }HW “H“l”‘\‘ ‘\“H}\‘ ‘\‘h , ‘\H\‘ “h o ‘H’h‘ , !\‘ Raas “‘ T
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-
57.0
— T
18.00 18.50
5000 ITI/Z 41.15 63.24%
205.0
91.0 175.0
5.
Otrrprres “:HHM“H‘“\n““u M M”d‘u““u““mH H“l‘“1“”‘,‘”1“_3(‘3‘1“9“‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0 18.00 18.50
m/z 175.15 54.55%
5000
261.0
o m‘uww“ml_ - ——
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\BG122021\
Data File : BG@51738.D

Acqg On : 22 Dec 2021 6:24
Operator : CG/JU

Sample : M5090-12

Misc

ALS Vvial : 66 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|
Phenol, 2-methoxy- 9.368 2.9 ng/ul 35703 1 8.276 246044 20.0
Benzaldehyde, 3... 13.809 2.8 ng/ul 78560 3 14.908 553543 20.0
7,9-Di-tert-but... 18.309 6.3 ng/ul 211352 4 17.657 675553 20.0
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