LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\

Data File : BP©22958.D

Acqg On : 09 Nov 2024 09:09

Operator : RC/JU

Sample : P4744-16

Misc :

ALS Vvial : 43 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_ P\Methods\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@22958.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.111 18 21 24 rBV2 13263 16167 ©0.69% 0.078%
2 3.146 24 27 38 rVB 14261 21897 0.93% 0.106%
3  3.440 75 77 80 rBV 3670 3830 0.16% 0.019%
4 3.570 94 99 114 rBV 26313 55672 2.37% 0.270%
5 3.670 114 116 121 rVB5 2631 3043 0.13% 0.015%
6 3.870 146 150 154 rVB4 2973 3844 0.16% 0.019%
7 4.387 233 238 244 rVB3 6799 10447 0.45% 0.051%
8 4.946 328 333 340 rBvV2 16940 27126 1.16% 0.132%
9 5.093 353 358 362 rBV2 8504 12663 0.54% 0.061%
10 6.734 634 637 642 rV5 1937 3601 0.15% 0.017%
11 6.799 642 648 664 rVWW 57566 121384 5.18% 0.589%
12 6.940 666 672 682 rvV 173012 273854 11.68% 1.328%
13 7.140 700 706 719 rBV 206350 358793 15.30% 1.740%
14 7.252 722 725 731 rVB6 3658 6024 0.26% 0.029%
15 7.593 776 783 798 rBV 223964 377779 16.11% 1.832%
16 7.687 798 799 808 rVB7 1752 3061 ©0.13% 0.015%
17 7.893 828 834 840 rVBlo 2070 4630 0.20% 0.022%
18 8.305 897 904 922 rBV 174302 351033 14.97% 1.702%
19 8.734 970 977 986 rBV 237593 402714 17.17% 1.953%
20 9.134 1039 1045 1049 rBv4 4137 6582 0.28% 0.032%
21 9.316 1070 1076 1077 rBV6 1936 2759 0.12% 0.013%
22 9.452 1090 1099 1115 rBV 201572 380215 16.21% 1.844%
23 9.769 1146 1153 1155 rBvS8 1605 3201 0.14% 0.016%
24 9.993 1184 1191 1211 rBV 250191 561389 23.94% 2.722%
25 10.346 1240 1251 1268 rBV 290001 519153 22.14% 2.517%
26 10.499 1270 1277 1287 rBV 155700 330908 14.11% 1.605%
27 11.205 1393 1397 1404 rBV1e 2982 6353 0.27% 0.031%
28 11.605 1461 1465 1471 rVB4 3288 4315 0.18% 0.021%
29 11.946 1517 1523 1531 rBV4 4306 10440 0.45% 0.051%
30 12.252 1565 1575 1579 rBV4 1586 3684 0.16% 0.018%
31 12.834 1667 1674 1676 rBV6 1648 2927 0.12% 0.014%
32 13.052 1707 1711 1715 rBv4 3736 5828 0.25% 0.028%
33 13.093 1715 1718 1728 rVBS8 4027 8409 0.36% 0.041%
34 13.628 1796 1809 1823 rBV 696083 1015532 43.31% 4.924%
35 13.734 1823 1827 1830 rVB5 2240 3572  0.15% 0.017%
36 13.899 1844 1855 1870 rBV2 523829 1015499 43.31% 4.924%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022958.D

Acqg On : 09 Nov 2024 09:09
Operator : RC/JU

Sample : P4744-16

Misc :

ALS Vvial : 43 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_ P\Methods\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION
37 14.210 1899 1908 1919 rBV 457730 791950 33.77%  3.840%
38 14.493 1945 1956 1964 rBV3 31229 95810 4.09% 0.465%
39 14.693 1986 1990 1996 rVBS 3650 6704 0.29% 0.033%
40 14.869 2015 2020 2025 rVB5 4192 7021 0.30% 0.034%
41 15.034 2042 2048 2052 rBV6 5846 12298 0.52% 0.060%
42 15.216 2072 2079 2087 rBV 942940 1400407 59.72% 6.790%
43 15.381 2099 2107 2119 rBV 292558 521804 22.25% 2.530%
44 15.475 2120 2123 2128 rVB3 5639 8936 0.38% 0.043%
45 15.598 2137 2144 2150 rBvV2 83950 116940 4.99% 0.567%
46 15.857 2185 2188 2193 rVB6 4846 6250 0.27% 0.030%
47 16.087 2222 2227 2232 rBvV8 2164 3577 ©.15% 0.017%
48 16.151 2234 2238 2242 rVV5 3923 6905 0.29% 0.033%
49 16.210 2244 2248 2251 rVB6 2417 4370 0.19% 0.021%
50 16.440 2281 2287 2289 rBV7 2308 3966 0.17% 0.019%
51 16.493 2292 2296 2300 rvv7 2636 4060 0.17% 0.020%
52 16.551 2302 2306 2310 rVWV7 2433 3979 0.17% 0.019%
53 16.722 2331 2335 2340 rBV7 2183 3332 0.14% 0.016%
54 16.828 2348 2353 2355 rBV6 2343 3493 0.15% 0.017%
55 16.898 2360 2365 2370 rvB3 5056 8338 0.36% 0.040%
56 17.010 2374 2384 2396 rBV 774865 1096112 46.74% 5.315%
57 17.122 2396 2403 2416 rBV2 964736 1638335 69.87% 7.944%
58 17.522 2467 2471 2479 rBV 21653 30357 1.29% 0.147%
59 17.681 2493 2498 2499 rBv2 7115 10581 0.45% 0.051%
60 17.710 2499 2503 2515 rVB3 68960 111568 4.76%  0.541%
61 17.957 2540 2545 2554 rBV 57994 93441 3.98% 0.453%
62 18.057 2558 2562 2569 rVB9 8839 13008 0.55% 0.063%
63 18.134 2571 2575 2576 rBv4 2849 4187 0.18% 0.020%
64 18.181 2577 2583 2594 rBV 690235 1033271 44.06% 5.010%
65 18.404 2619 2621 2626 rVB5 4822 5240 0.22% 0.025%
66 19.057 2728 2732 2735 rBV2 18164 24135 1.03% 0.117%
67 19.122 2740 2743 2748 rVV2 15298 25044 1.07% 0.121%
68 19.175 2748 2752 2758 rVWW5 42693 59492 2.54% 0.288%
69 19.286 2767 2771 2778 rVB6 22775 31758 1.35% 0.154%
70 19.504 2803 2808 2818 rBV 1796065 2169388 92.51% 10.519%

71 21.451 3134 3139 3148 rBV 969720 1460575 62.29% 7.082%
72 24.439 3639 3647 3658 rVB2 896792 2344985 100.00% 11.370%
73 24.680 3678 3688 3700 rVB 533073 1523785 64.98%  7.389%

Sum of corrected areas: 20623730
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
: BP022958.D

: 09 Nov 2024 09:09

: RC/JU

: P4744-16

: 43  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP022958.D\data.ms
1500000
1000000
500000
0.346
734 9.99%
6.0hd40 7593 53458 9.452 499
OBﬂK§3@§Qm7o 4.387 4.%4603 éiéf 252 7,68893 Ag, K;QJQ@ 976 ﬂ\ 11.2081.605.94@.252 12.8
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 6.50 700 750 800 850 900 950 1000 1050 11.00 11.50 12.00 12.50
Abundance TIC: BP022958.D\data.ms
19.504
1500000
21.451
1000000 15.216 17.122
17.010
13.628 18.181
13.899
500000 14.210
15.381 kMMMAWMAﬁ“”’“V
su 10BGTRO

OBEB 137 14 ,L%mesh 4}155

v
LI L B N A T T [T T[T O L T L L L L L L B B Y B

Time--> 13.00 13.50 1400 1450 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: BP022958.D\data.ms

1500000

24.439
1000000
4.680
500000
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_P\Data\BP110924\
Data File : BP©22958.D

Acqg On : 09 Nov 2024 09:09
Operator : RC/JU

Sample : P4744-16

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.599 2.95 ng/ul 116940  Acenaphthene-di10 14.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2144 (15.598 min): BP022958.D\data.ms (-2137) (- m/z 104.95 100.00%

105.0
182.1
5000
—— —
38 15.50 16.00
ol B by L 2800, 354.9 4290 8406 /7 76.95  84.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000
15.50 16.00
m/z 182.10 62.89%
27.00 |
O‘\\‘\‘\‘\\‘\\‘\\\\[‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56924: Benzophenone
105.0
— —
15.50 16.00
5000 ITI/Z 51.05 35.95%
182.0
27.0
0 bbb e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone = =
105.0 15.50 16.00

m/z 49.95 13.06%

182.0
5000
ol | | .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP©22958.D

Acqg On : 09 Nov 2024 09:09
Operator : RC/JU

Sample : P4744-16

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.710 2.04 ng/ul 111568  Phenanthrene-di10 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 87
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 55
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 52
4 5-Fluoro-2-(1H-imidazol-1-yl)phe... 205 C11H12FN3 1000512-19-0 45
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 45

Abundance Scan 2503 (17.710 min): BP022958.D\data.ms (-2499) (- m/z 205.10 100.00%
205.1

5000{ 57.0
15.1 e el
17.50 18.00
2[76.1
ol 356.1 421.9480.2 546.* m/z 217.20 63.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 e S
17.50 18.00
135.0 m/Z 57.00 45 .79%
Ilm\dlw\'l \‘\ il \ ZPKG.O
O' \\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl

205.0
—— Y
17.50 18.00
5000 ITI/Z 175.15 42.18%
430 1330
o_mh,ﬂn'ﬂw“Jhu"m! SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4 . A=y
430 205.0 17.50 18.00
m/z 177.10 38.83%
5000
121.0 \
o'dﬁ”m“hﬂdm““““ pe /-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP©22958.D

Acqg On : 09 Nov 2024 09:09
Operator : RC/JU

Sample : P4744-16

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.181  18.85 ng/ul 1033270  Phenanthrene-d10 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 97
2 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25NO2 021061-90-5 91
3 3-Deazaadenine, 2TMS 278 C12H22N4Si2 1010499-65-9 72
4 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 70
5 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64
Abundance Scan2583(18181num BP022958.D\data.ms (-2577) (- m/z 263.15 100.00%
68.1
5000 JL
57.1 —— ——
’ 147.1 0511 18.00 18.50
Ob kb gy BODIL | 355.9414.9471.18303 /7 578 10 22.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 —r ——
18.00 18.50
57.0 1470 m/z 264.15 17.54%
’ 203.0
O \\\\‘\11\l“\lWng\‘\\\m\“\‘\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151904: Lycopodan-5-one, 12-hydroxy-15-methyl-, (12
190.0 263.0
— —
18.00 18.50
5000 124. m/z 57.10 17.41%
55.0
ol hNMAmJﬂﬂmmll“‘|’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170209: 3-Deazaadenine, 2TMS e T
263.0 18.00 18.50
m/z 147.05 10.53%
5000
73.0
o 134, 01\91 .0
R e e mma e — I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022958.D

Acqg On : 09 Nov 2024 09:09
Operator : RC/JU

Sample : P4744-16

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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|

Benzophenone 15.599 3.0 ng/ul 116940 3 14.210 791950 20.0
7,9-Di-tert-but... 17.710 2.0 ng/ul 111568 4 17.010 1096110 20.0
3,5-di-tert-But... 18.181 18.9 ng/ul 1033270 4 17.010 1096110 20.0
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