LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc :

ALS Vvial : 15 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_ M\Methods\SFAM-EPA-BM041823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39464.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.216 3 5 10 rvB 50124 58505 ©0.83% 0.093%
2 3.652 76 79 96 rBv 127693 231169 3.26% 0.366%
3  3.969 130 133 138 rVB 13251 17885 0.25% 0.028%
4 5.357 365 369 374 rVB 9583 12914 0.18% 0.020%
5 5.869 450 456 463 rBV6 7912 16574 0.23% 0.026%
6 6.487 555 561 566 rBv9 4168 9552 0.13% 0.015%
7 6.945 629 639 643 rBv4 15108 34846 0.49% 0.055%
8 7.028 647 653 665 rVW 110020 242248 3.42% 0.384%
9 7.169 670 677 699 rVB 705551 1252649 17.67% 1.984%
10 7.369 704 711 722 rBV 632891 1114781 15.72% 1.766%
11 7.834 783 790 797 rBV 661936 1130176 15.94% 1.790%
12 7.898 797 801 810 rVB 66811 132406 1.87% 0.210%
13 8.139 833 842 846 rVB1o 6291 15685 ©0.22% 0.025%
14 8.469 892 898 907 rBv4 10286 30620 0.43% 0.049%
15 8.569 908 915 928 rVW 450586 890929 12.57% 1.411%
16 8.669 928 932 943 rVB 25660 56755 0.80% 0.090%
17 8.939 972 978 983 rBV 183494 312283 4.40% 0.495%
18 9.004 983 989 996 rVV 852460 1412138 19.92% 2.237%
19 9.157 1009 1015 1026 rVB6 28466 71403 1.01% 0.113%
20 9.392 1051 1055 1061 rBV 37732 58870 0.83% 0.093%
21 9.728 1103 1112 1129 rBV 688032 1281466 18.08% 2.030%
22 10.033 1163 1164 1172 rVB8 4580 9448 0.13% 0.015%
23 10.275 1197 1205 1227 rBV 837737 1727483 24.37% 2.736%
24 10.563 1247 1254 1260 rBV 71437 144812 2.04%  0.229%
25 10.639 1260 1267 1274 rVV 1055727 1822164 25.70%  2.886%
26 10.698 1274 1277 1285 rVB2 48944 83903 1.18% 0.133%
27 10.804 1289 1295 1312 rBV 65244 173208 2.44% 0.274%
28 11.322 1378 1383 1392 rVB3 8190 18802 0.27% 0.030%
29 11.469 1403 1408 1418 rBV8 21663 62402 0.88% 0.099%
30 11.822 1464 1468 1475 rBV2 20662 41287 0.58% 0.065%
31 11.892 1475 1480 1486 rVB 48078 71309 1.01% 0.113%
32 11.963 1486 1492 1507 rBV 132553 323644 4.57% 0.513%
33 12.239 1534 1539 1550 rvB4 18523 42403 0.60% 0.067%
34 12.786 1627 1632 1635 rBV7 3673 7553 0.11% 0.012%
35 12.845 1638 1642 1644 rVV4 7266 11172 0.16% 0.018%
36 13.092 1680 1684 1689 rVB4 10567 15929 0.22% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc :

ALS Vvial : 15 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_ M\Methods\SFAM-EPA-BM041823.MA.M
Title : SVOA CALIBRATION
37 13.339 1722 1726 1731 rBV5 4291 8574 0.12% 0.014%
38 13.422 1734 1740 1760 rVV 641553 1204723 16.99%  1.908%
39 13.563 1760 1764 1784 rVB3 33254 100711 1.42% 0.160%
40 13.904 1815 1822 1836 rBV 2626551 3668522 51.75% 5.811%
41 14.180 1862 1869 1880 rBV 2598753 3975600 56.08% 6.297%
42 14.292 1885 1888 1897 rvV 14144 32297 0.46% 0.051%
43 14.374 1897 1902 1908 rVB 15497 32400 0.46% 0.051%
44 14.486 1914 1921 1931 rBV 1772238 2700753 38.10% 4.278%
45 14.568 1931 1935 1942 rVB 41702 64399 0.91% 0.102%
46 14.763 1961 1968 1980 rBV3 35673 150752  2.13% 0.239%
47 15.168 2031 2037 2045 rVB2 57817 111380 1.57% 0.176%
48 15.286 2053 2057 2058 rBV 6547 8840 0.12% 0.014%
49 15.310 2058 2061 2068 rVB4 19356 34859 0.49% 0.055%
50 15.486 2080 2091 2107 rBV 3548982 5279246 74.47% 8.362%
51 15.615 2107 2113 2127 rVV 1253803 1839077 25.94% 2.913%
52 15.721 2128 2131 2137 rVB4 22208 38485 0.54% 0.061%
53 15.857 2149 2154 2166 rVB 43500 78916 1.11% 0.125%
54 15.957 2167 2171 2175 rVB7 5862 10499 0.15% 0.017%
55 16.057 2184 2188 2193 rvB8 18191 27409 0.39% 0.043%
56 16.110 2193 2197 2198 rBV4 6113 7875 0.11% 0.012%
57 16.139 2200 2202 2206 rVB5 6898 7889 0.11% 0.012%
58 16.221 2206 2216 2219 rBV3 14741 33882 0.48% 0.054%
59 16.262 2219 2223 2230 rVB2 11336 21675 0.31% 0.034%
60 16.833 2316 2320 2325 rBV4 13730 18947 0.27% 0.030%
61 17.004 2344 2349 2351 rBV6 11074 18513 0.26% 0.029%
62 17.039 2352 2355 2360 rVB2 16666 26308 0.37% 0.042%
63 17.239 2383 2389 2400 rBV 2172446 3176957 44.81% 5.032%
64 17.339 2400 2406 2430 rVV 4056628 6091628 85.93% 9.649%
65 17.527 2434 2438 2444 rVB 20664 33062 0.47% 0.052%
66 17.909 2498 2503 2513 rBV 1027884 1295080 18.27% 2.051%
67 18.080 2529 2532 2537 rVB2 19028 25531 0.36% 0.040%
68 18.139 2538 2542 2551 rBV2 87956 187254  2.64% 0.297%
69 18.209 2551 2554 2559 rvVv 21166 31608 0.45% 0.050%
70 18.362 2576 2580 2582 rBV4 12450 19018 0.27% 0.030%
71 18.392 2582 2585 2589 rVB2 25244 30808 0.43% 0.049%
72 18.721 2639 2641 2646 rVB5 14673 16800 0.24% 0.027%
73 19.203 2718 2723 2731 rBV2 56159 97454 1.37% 0.154%
74 19.274 2731 2735 2741 rBV 50501 88235 1.24% 0.140%
75 19.421 2756 2760 2771 rBV3 91364 210511 2.97% 0.333%

76 19.639 2791 2797 2815 rBV 4998060 7089425 100.00% 11.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS Vvial : 15 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_M\Methods\SFAM-EPA-BM041823.MA.M
Title : SVOA CALIBRATION

77 21.433 3097 3102 3118 rBV 2202852 3276115 46.21% 5.189%
78 22.527 3285 3288 3296 rVB2 154363 233787 3.30% ©.370%

79 23.656 3472 3480 3494 rBV2 2817731 5951374 83.95% 9.427%
80 23.803 3499 3505 3519 rVB2 1329667 2837135 40.02% 4.494%

Sum of corrected areas: 63133686

SFAM-EPA-BM@41823.MA.M Wed Apr 19 11:35:27 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM039464.D\data.ms

5000000

4000000

3000000

2000000

1000000 10.27 o

7.16%69 7.834 9.728 10 5
8.569
0%9‘6\9\ T ‘ T T T ‘ T \5\3:5‘7\ \5\8\69\ T \6\.4’8\7\ ?é%g\\ jL T T \8\1@\1\39\8\4%6\8\ 133\92 T 10 03\3 T ]\_‘ L \4 \1\]-@2‘6\3\1@\5

Time--> 3.50 4.00 4.50 5.00 5.50 6. 00 6.50 7.00 7.50 8.00 8.50 9. OO 9. 50 10 00 10.50 11.00 11.50
Abundance TIC: BM039464.D\data.ms

5000000 19.639

17.339
4000000
15.486
3000000
13.904.180
17.239
2000000 14.486
15.615
17.909
1000000
13.422 k—//
(233,239 mmgses 2334887631 LSITPSSREIID 16, 7.527 Wms 721 mgmﬂ

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 15.50 1600 1650 17.00 17.50 1800 1850 1900 19.50 20.00 20.50

Abundance TIC: BM039464.D\data.ms
5000000

4000000
23.656
3000000
21.433

2000000 3.803

1000000
22.527
—_— A

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.898 2.34 ng/ul 132406 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 801 (7.898 min): BM039464.D\data.ms (-797) (-) m/z 57.05 100.00%
57.0
5000 JL
R R AREEEENEEN
H ‘ ‘98.1 2069 280, 7.60 7.80 8.00 8.20
ob A T 2089 2804 L, 41.05  36.45%
miz-> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 UL L B I B AL LR
7.60 7.80 8.00 8.20
27,0 m/z 43.00 30.58%
LU fome
O\‘\‘\ \“”‘M\ ‘\‘ \“\“ \‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
AR
7.60 7.80 8.00 8.20
5000 m/z 55.05 25.87%
27.0
fiL{ e
“ M ulll ‘\ \‘ ‘ 1
ol b — —
miz--> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl- B ARmma S SR
57.0 7.60 7.80 8.00 8.20
m/z 70.05 21.01%
5000
vl Il
N
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03

Operator : CG/JU

Sample : 02336-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Phenol, 2-methoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.939 5.53 ng/ul 312283 1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
4 Mequinol 124 C7H802 000150-76-5 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
Abundance Scan 978 (8.939 min): BM039464.D\data.ms (-972) (-) m/z 109.00 100.00%
109.0
81.0
5000
e 550560900 550
125.0 : : : :
Ob 32, “H‘w e 1989 s 124,08 79.15%
m/z--> 20 60 80 100 120 140
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0
5000
8.60 8.80 9.00 9.20
27_0 53.0 m/z 80.95 79.03%
H‘ 125.0
O\\\‘\‘\‘\\’\\‘ ‘H\\\‘i‘\\\‘\‘\\\\‘\‘\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #11909: Phenol, 2-methoxy-
109.0
E RREEREEEEE Sy e
81.0 8.60 8.80 9.00 9.20
5000 m/z 53.00 22.06%
53.0
27.0 125.0
0 "“mm,m\!wwm_mwwm_m
m/iz--> 20 80 100 120 140
Abundance #11911.PhenoL 2-methoxy- “““W““‘H“,‘H“
109.0 8.60 8.80 9.00 9.20
m/z 52.00 12.90%
5000 81.0
27.0 5?-0 125.0
0 ““uh"ﬂ“ﬂu‘hh“‘y“““ﬂ“‘““““‘ “‘H“_‘H“H‘,H‘w
m/z--> 20 40 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.422 8.92 ng/ul 1204720  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1740 (13.422 min): BM039464.D\data.ms (-1734) (- | m/z 151.00 100.00%
151.0
5000
81.0 /\\
—=
51m.0 . L d 13.50
ob b il A0G ) 1929 2804 u; 953 00 97.05%
miz-> 50 100 150 200 250
Abundance #29935: Vanillin
151.0
5000 1
81.0 13.50
51.0 m/z 81.00 36.27%
\\‘\ \‘m‘\ \M\ ‘H\‘ mll‘L'q‘ | I
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #29934: Vanillin
151.0
— =
13.50
5000 m/z 109.00 22.72%
81.0
51.0 k
01‘5"0\\‘ Ay }m\ “\H‘\‘ Iy ‘m]‘-l{‘ ‘d\ e “ : e e
miz--> 50 100 150 200 250
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy- =
151.0 13.50
m/z 53.00 17.02%
5000
81.0
150, O1° JL )\
SESTN R L I AN
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.910 8.15 ng/ul 1295080  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
-Pentadiene, 1,1-diphenyl-, (Z)- 220 C17H16 015295-31-5 50
3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 46

uih wNnPE
NP RPN
[

O~ w Vv v

Abundance Scan 2503 (17.909 min): BM039464.D\data.ms (-2498) (- | m/z 57.10 100.00%
57.1 204.9

5000 175.1

91.0

=

3 18.00
_H““Hh‘w M‘ M“u:“w‘h““w‘l““‘i U‘”wa““‘wuw:hJ“‘_u““w‘“ F e w7 20405 86.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0

o

205.0
5000 T

) m/z 55.00 54.24%
5.0 61.0
Al Mm m mm\mm \‘h ‘LH‘ I LFF'O |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene

o

57.0
e
18.00
5000 m/z 217.10 52.50%
205.0
91.0 175.0
5.
ool el A2, b, 2330810
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99445: 1,3-Pentadiene, 1,1-diphenyl-, (2)- ———
205.0 18.00
m/z 175.10 48.97%
5000
7 115.0 165.0
39 0 ‘
NS TR TR Y — L
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
Data File : BM@39464.D

Acqg On : 18 Apr 2023 19:03
Operator : CG/JU

Sample : 02336-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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|
1-Hexanol, 2-et... 7.898 2.3 ng/ul 132406 1 7.834 1130180 20.0
Phenol, 2-methoxy- 8.939 5.5 ng/ul 312283 1 7.834 1130180 20.0
Vanillin 13.422 8.9 ng/ul 1204720 3 14.486 2700750 20.0
7,9-Di-tert-but... 17.910 8.2 ng/ul 1295080 4 17.239 3176960 20.0
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