LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample : Ql191-06

Misc :

ALS Vvial : 21  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_ N\Methods\SFAM-EPA-BN©13025.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@36148.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 8 12 19 rBV 22953 29186 ©.99% 0.105%
2 3.676 79 83 98 rBv 54132 96857 3.27% 0.348%
3 3.999 133 138 144 rVB 6207 9291 0.31% 0.033%
4 4.093 150 154 158 rBV4 6273 8623 0.29% 0.031%
5 4.358 194 199 204 rBV7 3119 5319 0.18% 0.019%
6 4.446 210 214 217 rBv4 2395 3285 0.11% 0.012%
7 4.917 289 294 299 rW4 5940 10171 0.34% 0.037%
8 5.340 362 366 373 rVB3 3262 4912 0.17% 0.018%
9 5.852 449 453 456 rBv4 2619 3510 0.12% 0.013%
106 6.187 506 510 514 rBV2 5924 7461 0.25% 0.027%
11 6.452 549 555 559 rBV3 3621 5102 0.17% 0.018%
12 6.811 612 616 623 rBV6 3860 6164 0.21% 0.022%
13 6.946 633 639 640 rBvV3 3994 5595 0.19% 0.020%
14 6.987 640 646 657 rVB 119803 190049 6.43% 0.683%
15 7.122 660 669 683 rBV 363242 564503 19.09% 2.028%
16 7.334 698 705 715 rBV 432807 672793 22.75% 2.417%
17 7.793 776 783 790 rBV 427962 657050 22.21% 2.361%
18 7.864 790 795 802 rVB 28236 47158 1.59% 0.169%
19 8.411 884 888 892 rVvB4 2766 4575 0.15% 0.016%
20 8.516 899 906 914 rBV 353241 556390 18.81%  1.999%
21 8.611 917 922 927 rVB3 6377 11605 0.39% 0.042%
22 8.887 964 969 973 rBV 61612 96200 3.25% 0.346%
23 8.946 973 979 985 rw 493748 787167 26.61% 2.828%
24 8.993 985 987 992 rVWW2 14527 19075 0.64% 0.069%
25 9.040 992 995 1000 rVv4 3937 6379 0.22% 0.023%
26 9.116 1000 1008 1017 rVB7 6273 12986 0.44% 0.047%
27  9.393 1049 1055 1061 rVB 20635 29797 1.01% 0.107%
28 9.516 1070 1076 1080 rBV5S 2018 2976 0.10% 0.011%
29 9.669 1095 1102 1114 rBV 438510 698872 23.63% 2.511%
30 9.928 1142 1146 1150 rBV5 4260 7255 0.25% 0.026%
31 10.222 1189 1196 1207 rBV 571191 960000 32.46%  3.449%
32 10.381 1217 1223 1227 rVB4 5034 7490 0.25% 0.027%
33 10.487 1236 1241 1251 rVV 29414 47960 1.62% 0.172%
34 10.587 1251 1258 1265 rVV 560943 887107 29.99%  3.187%
35 10.652 1265 1269 1273 rVvB3 5568 8428 ©0.28% 0.030%

36 10.722 1273 1281 1290 rBV 167486 283046 9.57% 1.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample : Ql191-06

Misc :

ALS Vvial : 21  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_ N\Methods\SFAM-EPA-BN©13025.MA.M
Title : SVOA CALIBRATION
37 10.810 1292 1296 1304 rVB6 2952 5477 ©.19% 0.020%
38 11.110 1342 1347 1355 rBV5 2947 6685 0.23% 0.024%
39 11.240 1365 1369 1373 rVB3 4009 5791 0.20% 0.021%
40 11.399 1389 1396 1405 rBV3 17825 33948 1.15% 0.122%
41 11.893 1473 1480 1494 rBV2 43464 83368 2.82% 0.300%
42 12.175 1525 1528 1534 rVB2 7863 12295 0.42% 0.044%
43 12.352 1553 1558 1561 rBv4 4278 6695 0.23% 0.024%
44 12.422 1564 1570 1575 rBV 91126 121633 4.11% 0.437%
45 12.722 1618 1621 1626 rVB5 2696 4774 0.16% 0.017%
46 12.799 1630 1634 1639 rBV2 21886 36627 1.24% 0.132%
47 13.046 1671 1676 1683 rBV 52529 77041  2.60% 0.277%
48 13.293 1712 1718 1722 rVB4 5706 8052 0.27% 0.029%
49 13.351 1722 1728 1735 rBV 32109 48834 1.65% 0.175%
50 13.846 1805 1812 1818 rBV 1268403 1642809 55.54% 5.902%
51 13.975 1831 1834 1843 rVB5 3001 4853 0.16% 0.017%
52 14.128 1853 1860 1866 rBV2 1145438 1644761 55.61% 5.909%
53 14.434 1905 1912 1922 rBV 880343 1249922 42.26% 4.491%
54 14.522 1922 1927 1932 rVB 20773 27887 ©0.94% 0.100%
55 14.681 1949 1954 1973 rBV2 118015 199516 6.75% 0.717%
56 14.869 1979 1986 1987 rBV5 2767 4335 0.15% 0.016%
57 15.116 2020 2028 2035 rvV 29840 47867 1.62% 0.172%
58 15.187 2035 2040 2044 rVvV5 2851 5056 ©0.17% 0.018%
59 15.251 2046 2051 2057 rVB2 19930 33801 1.14% 0.121%
60 15.428 2075 2081 2091 rVB 1536884 2179594 73.69% 7.831%
61 15.540 2094 2100 2117 rBV 638256 857074 28.98% 3.079%
62 15.669 2117 2122 2126 rBVS5 5467 8811 0.30% 0.032%
63 15.728 2126 2132 2137 rVB4 9036 13129 0.44% 0.047%
64 15.798 2140 2144 2147 rBV5S 3204 4832 0.16% 0.017%
65 16.063 2183 2189 2194 rVB5 5000 7311 0.25% 0.026%
66 16.781 2308 2311 2319 rVB7 3843 5520 0.19% 0.020%
67 16.969 2340 2343 2349 rVB5 3706 5300 0.18% 0.019%
68 17.181 2368 2379 2386 rBV2 1077481 1487963 50.31% 5.346%
69 17.281 2389 2396 2407 rVV 1827074 2484418 84.00% 8.926%
70 17.475 2425 2429 2432 rVB2 3120 3312 0.11% 0.012%
71 17.857 2489 2494 2500 rBV 462309 557333 18.84% 2.002%
72 18.022 2519 2522 2526 rBV4 3651 4677 0.16% 0.017%
73 18.081 2528 2532 2538 rBV5 17285 25907 0.88% 0.093%
74 18.151 2541 2544 2546 rVB3 4610 4793 0.16% 0.017%
75 18.334 2572 2575 2578 rBV5 6873 7045 0.24% 0.025%
76 18.563 2610 2614 2617 rBV4 5404 8923 0.30% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample : Ql191-06

Misc

ALS Vvial : 21  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_ N\Methods\SFAM-EPA-BN©13025.MA.M
Title : SVOA CALIBRATION

77 19.139 2708 2712 2718 rBV3 23156 31217 1.06% 0.112%
78 19.210 2720 2724 2727 rBV 21353 24944  0.84%  0.090%
79 19.275 2733 2735 2737 rBV3 3404 3592 0.12% 0.013%
80 19.363 2747 2750 2758 rVB9 10604 14190 0.48% 0.051%
81 19.510 2773 2775 2780 rBV6 8235 8632 0.29% 0.031%
82 19.575 2780 2786 2794 rVV 2281772 2957801 100.00% 10.627%
83 21.428 3095 3101 3107 rBV2 1025976 1503849 50.84% 5.403%
84 24.251 3571 3581 3594 rVB 899187 2197884 74.31% 7.897%
85 24.457 3608 3616 3633 rVB2 485644 1358817 45.94% 4.882%

Sum of corrected areas: 27833232
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Jan 2025 ©00:55
: RC/JU
: Q1191-06

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\

BN©36148.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©13025.MA.M

Quant Title

TIC Library
TIC Integra

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BN036148.D\data.ms
2000000
1500000
1000000
10.2220.
500000 34 7.793 8.946 9669 220587
7153 8516
/22 12 42
258 3-676 90948886 4.917 5.340 5.855.185.452%. aﬂg 7864 _s. 1% 9.9281 101130899 11-8931557 2%27299
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁ_'_rﬁ\"_rj_ﬁ‘“r‘\ \‘\ \‘\ Ahr\\\j_r\“rfw"_ﬁ
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 1000 1050 1100 1150 12,00 1250
Abundance TIC: BN036148.D\data.ms
19.575
2000000
17.281
15.428
1500000
13.846
14.128 17181 21.428
1000000 14.434
16.540
500000 17.857
o HsL ]JLj RS IGTIIEGEARO063 167896 M7475 l\mmas 199020865310
R R R e e —— ¥
Time--> 13550 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 2000 2050 21.00 2150 22.00 2250
Abundance TIC: BN036148.D\data.ms
2000000
1500000
24.251
1000000
4.457
500000
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample ¢ Q1191-06

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©13025.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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.887 2.93 ng/ul 96200 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 78
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 64
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 62
5 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 58
Abundance Scan 969 (8.887 min): BN036148.D\data.ms (-964) (-) m/z 81.00 100.00%
81.0 109.0
5000
53.0
e EARRN S R
‘ 206.9 8.60 8.80 9.00 9.20
Ot up“‘”Mm_Ju‘Mm_Wwww:‘ m/z 109.00  95.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0
5000 L B L B L LA L
8.60 8.80 9.00 9.20
53.0 m/z 124.00  77.53%
27.0 ‘
O \\\‘\‘\\1“\\“\‘\“H\\\‘i‘\\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11911: Phenol, 2-methoxy-
109.0
 EAEEmEEEE R
8.60 8.80 9.00 9.20
5000 81.0 m/z 53.00 29.30%
27.0 570
.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11912: Phenol, 2-methoxy- e
109.0 8.60 8.80 9.00 9.20
m/z 52.00 20.09%
81.0
5000
270 53.0 A
0 |l ||

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample ¢ Q1191-06

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©13025.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 2 Triacetin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.422 2.74 ng/ul 121633  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacetin 218 C9H1406 000102-76-1 90
2 Triacetin 218 C9H1406 000102-76-1 83
3 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 83
4 Triacetin 218 C9H1406 000102-76-1 83
5 Triacetin 218 C9H1406 000102-76-1 64
Abundance Scan 1570 (12.422 min): BN036148.D\data.ms (-1564) (- | m/z 43.10 100.00%
43.1
5000
o
103.0 145.0 12.50
73.0 \ .
-ttt m/z 103.00 14.29%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #97174: Triacetin
43.0
5000 T
12.50
m/z 145.00 10.05%
103.0 145.0
73.0 )
O‘\\\\‘\\\\‘{\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #97173: Triacetin
43.0
12.50
5000 m/z 116.00 4.48%
103.0 145.0
15.0 ‘ 73.0 121.0
‘\\\\‘\\\\‘\\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #51206: Glycerol 1,2-diacetate e
43.0 12.50
m/z 115.00 3.24%
5000
103.0 145.0
15.0 73.0 ‘
O L e e e
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample ¢ Q1191-06

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©13025.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 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.857 7.49 ng/ul 557333  Phenanthrene-d10 17.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
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 90
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
Abundance Scan 2494 (17.857 min): BN036148.D\data.ms (-2489) (- | m/z 57.05 100.00%
57.0 205.1
5000 1751
91.0
— —
L Loy
Y 1 T m/z 205.10  89.90%
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
5000 — —
205.0 17.50 18.00
91.0 175.0 m/z 217.20  63.94%
135.0
O TT ‘ TTTT \‘\‘ !‘[ \H\‘\ \M‘M\‘ T ‘\HP ‘\H\‘\‘\MM MH\“ \M\h\ \"H\ T \Hh‘ T \‘w T ‘W\ T \w‘\ T 1‘\ ‘ \%?% \(\)\ ‘ TT
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
— ——
205.0 17.50 18.00
5000 ' m/z 41.05 62.45%
175.0
91.0
| iy
Ok e ‘\M\‘ W‘ ‘H‘H‘\‘ ‘\HH \M‘\\‘ MH} EHM}\‘H\MH‘\ ‘\‘H}\‘ ‘\‘h‘ . ‘\H\‘ \‘\ L ‘H‘h‘ . !\‘ RRRRRSRRREE
m/z--> 20 40 60 80 100 120140 160 180 200220240260 280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene - =l
205.0 17.50 18.00
m/z 55.00 59.15%
5000
261.0
0 m‘u_w‘mm S |
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©13025\
Data File : BN@36148.D

Acqg On : 31 Jan 2025 00:55
Operator : RC/JU

Sample : Q1191-06

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@13625.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|

Phenol, 2-methoxy- 8.887 2.9 ng/ul 96200 1 7.793 657050 20.90
Triacetin 12.422 2.7 ng/ul 121633 2 10.587 887107 20.0
7,9-Di-tert-but... 17.857 7.5 ng/ul 557333 4 17.181 1487960 20.0
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