LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc :

ALS Vvial : 10 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-BG012624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO60444.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.360 42 46 51 rBV 31521 43118 0.63% 0.056%
2 3.402 51 53 57 rVB3 12866 15222 0.22% 0.020%
3 3.619 89 99 95 rvw4 6804 7378 0.11% 0.010%
4 3,772 112 116 131 rBV 217242 399914 5.83% 0.524%
5 4.113 169 174 176 rBV3 13181 17851 0.26% 0.023%
6 5.017 324 328 331 rBv4 6290 10260 0.15% 0.013%
7 5.458 400 403 407 rVB2 12469 16474 0.24% 0.022%
8 7.086 675 680 695 rBV 140790 278992 4.07% 0.365%
9 7.250 700 708 721 rBV 614327 1048572 15.29% 1.374%
10 7.456 737 743 755 rVWW 506269 907098 13.22%  1.188%
11 7.926 816 823 831 rBV 574488 1006093 14.67% 1.318%
12 8.631 935 943 954 rBV 407817 786724 11.47% 1.031%
13 8.754 958 964 967 rVB5 9878 16399 0.24% 0.021%
14  9.024 1005 1010 1012 rBV6 6560 9730 0.14% 0.013%
15 9.083 1013 1020 1032 rBV 663978 1187584 17.31% 1.556%
16 9.242 1044 1047 1052 rBV7 5184 7379 0.11% 0.010%
17 9.806 1136 1143 1154 rBV 503365 929777 13.55% 1.218%
18 10.023 1178 1180 1184 rVB4 7995 8397 0.12% 0.011%
19 10.076 1184 1189 1190 rBV4 6819 8347 0.12% 0.011%
20 10.346 1228 1235 1247 rBV 800114 1493641 21.77% 1.957%
21 10.728 1292 1300 1312 rBV 917871 1642003 23.94% 2.151%
22 10.863 1315 1323 1339 rBV 724341 1453704 21.19% 1.904%
23 11.281 1390 1394 1398 rVB4 10126 14765 0.22% 0.019%
24 11.375 1405 1410 1421 rBV 61198 126340 1.84% 0.165%
25 11.739 1469 1472 1475 rVB4 5278 7497 0.11% 0.010%
26 12.315 1565 1570 1576 rBV3 14554 27598 0.40% 0.036%
27 12.861 1654 1663 1667 rBV5 49436 82152 1.20% ©.108%
28 12.932 1670 1675 1677 rBV6 13670 18035 0.26% 0.024%
29 13.090 1700 1702 1709 rVB5 4514 7009 0.10% 0.009%
30 13.372 1743 1750 1755 rBV7 4222 11611 0.17% 0.015%
31 13.449 1758 1763 1771 rVB5 19377 34895 0.51% 0.046%
32 13.772 1816 1818 1821 rBv4 4757 6898 0.10% 0.009%
33 13.883 1834 1837 1841 rVB4 6939 7759 0.11% 0.010%
34 13.966 1844 1851 1861 rBV 1996962 2846954 41.50% 3.729%
35 14.207 1887 1892 1894 rBV2 39110 52523 0.77% 0.069%

36 14.259 1894 1901 1917 rVB 2215745 3593499 52.39% 4.707%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc :

ALS Vvial : 10 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-BG012624.MA.M
Title : SVOA CALIBRATION
37 14.565 1940 1953 1961 rBV 1776833 2821786 41.14% 3.696%
38 14.635 1961 1965 1971 rVB2 82246 115418 1.68% 0.151%
39 14.765 1982 1987 1997 rBvV3 86754 210705 3.07% 0.276%
40 14.970 2017 2022 2024 rBV6 5376 8457 0.12% 0.011%
41 15.0976 2037 2040 2044 rBV5 6470 8084 0.12% 0.011%
42 15.241 2061 2068 2073 rBV3 180369 322984 4.71% 0.423%
43 15.294 2073 2077 2082 rVV2 45453 70813 1.03% 0.093%
44 15.376 2084 2091 2097 rVB 117730 172759 2.52% 0.226%
45 15.558 2114 2122 2135 rBV 3072517 4744862 69.17% 6.215%
46 15.670 2135 2141 2149 rBV 779755 1164334 16.97% 1.525%
47 15.793 2157 2162 2166 rVB7 14491 22791 0.33% 0.030%
48 15.916 2176 2183 2191 rBV 95673 154093 2.25% 0.202%
49 16.010 2196 2199 2202 rVB4 13171 13063 0.19% 0.017%
50 16.163 2221 2225 2230 rVB7 10666 12660 0.18% 0.017%
51 16.339 2250 2255 2259 rBV6 13201 21106 0.31% 0.028%
52 16.433 2268 2271 2276 rBvV7 6671 11566 0.17% 0.015%
53 16.715 2317 2319 2322 rBV4 5796 7300 0.11% 0.010%
54 16.851 2338 2342 2346 rBV6 6852 12405 0.18% 0.016%
55 16.898 2346 2350 2355 rvV 48258 69580 1.01% 0.091%
56 16.974 2359 2363 2368 rVB6 9200 18832 0.27% 0.025%
57 17.103 2381 2385 2389 rvVB6 7477 10121 0.15% 0.013%
58 17.256 2408 2411 2414 rBV2 32650 41852 0.61% ©.055%
59 17.309 2414 2420 2430 rVV 2451686 3590456 52.34% 4.703%
60 17.409 2430 2437 2448 rVV2 3574646 5467561 79.71% 7.162%
61 17.497 2448 2452 2457 rVB7 18428 32092 0.47% 0.042%
62 17.579 2462 2466 2471 rVB3 17923 25665 0.37% 0.034%
63 17.714 2484 2489 2492 rVB6 9740 14444 0.21% 0.019%
64 17.791 2499 2502 2508 rVBS8 9884 16979 0.25% 0.022%
65 17.926 2521 2525 2527 rBV4 7700 7857 0.11% 0.010%
66 17.979 2527 2534 2544 rBV 3106210 4453416 64.92% 5.834%
67 18.102 2550 2555 2556 rBV5 27230 43761 0.64% 0.057%
68 18.196 2568 2571 2580 rVBS5 45983 80897 1.18% 0.106%
69 18.272 2580 2584 2588 rVB 23766 34735 0.51% 0.045%
70 18.425 2603 2610 2630 rBV 3333664 5808732 84.68% 7.609%
71 18.789 2668 2672 2675 rVB5 25349 35433 0.52% 0.046%
72 18.936 2696 2697 2701 rBV4 10112 11829 0.17% 0.015%
73 19.265 2748 2753 2757 rVB2 59496 86252 1.26% 0.113%
74 19.336 2761 2765 2770 rVWV 52272 73382 1.097% 0.096%
75 19.383 2770 2773 2777 rVB5 16910 20607 ©0.30% 0.027%
76 19.553 2798 2802 2803 rBV 51814 58456 0.85% 0.077%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc :

ALS Vvial : 10 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-BG012624.MA.M
Title : SVOA CALIBRATION

77 19.588 2804 2808 2811 rVV3 149085 207198 3.02% 0.271%
78 19.618 2811 2813 2819 rVB4 53125 61454 0.90% 0.080%
79 19.700 2821 2827 2838 rBV 4602351 6765408 98.63% 8.862%
80 20.023 2880 2882 2884 rBV3 7566 7683 0.11% 0.010%
81 20.482 2956 2960 2964 rBV 121693 136059 1.98% 0.178%
82 20.658 2987 2990 2996 rVB7 33739 44802 0.65% 0.059%
83 20.963 3040 3042 3043 rBV2 11581 7898 0.12% 0.010%
84 21.228 3083 3087 3090 rBV6 17696 29543  0.43% 0.039%
85 21.457 3122 3126 3128 rBv4 27088 28539 0.42% 0.037%
86 21.574 3139 3146 3164 rVB2 2419686 4160831 60.66% 5.450%
87 21.751 3174 3176 3181 rVB6 38225 43508 0.63% 0.057%
88 22.344 3274 3277 3283 rVB4 33345 51988 0.76% 0.068%
89 23.026 3390 3393 3400 rVB2 73069 120624 1.76% 0.158%
90 23.214 3419 3425 3433 rBV 78583 162638 2.37% 0.213%
91 23.813 3521 3527 3534 rVB3 93402 213415 3.11% 0.280%
92 24.095 3567 3575 3584 rBV2 395985 915220 13.34% 1.199%
93 24.518 3636 3647 3667 rBV2 2506955 6859670 100.00%  8.985%
94 24.735 3673 3684 3697 rBV 1653719 4549135 66.32% 5.959%
95 25.534 3818 3820 3821 rBvV2 13758 8023 0.12% 0.011%
96 25.846 3866 3873 3880 rVB4 105886 280064 4.08% 0.367%
97 26.104 3905 3917 3931 rBV3 575997 1994970 29.08% 2.613%
98 27.162 4089 4097 4109 rVB2 100704 340878 4.97% 0.447%
99 28.930 4387 4398 4418 rVB5 275481 1322210 19.28% 1.732%

Sum of corrected areas: 76342075
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG060444.D\data.ms

4000000

3000000

2000000

1000000 103489738

7256 7926 o 99 gg06 e
3.772 ’
o @mm 4.113 5.017 5.458 7.08 £.734.qu42 ere 1128751739 12315 12K
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T T L T
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11. 00 11. 50 12 00 12 50
Abundance TIC: BG060444.D\data.ms
19.700
4000000
17.409
18.425
15.558 17.979
3000000
17.309 21.574
139667
2000000 T | 14565
1000000 670
1 5 20,
5.00833749 383 207" Gﬁéﬁ%ﬁlﬂikwm . sm& BARE 0 0232 #9850 BB 228487.751 22344

0““““““““
Time--> 13.00 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: BG060444.D\data.ms
4000000
3000000
24.518
2000000 4.735
1000000
24,005 26.104
’ 28.930
5?1/213;@14 23.813 25.58%-84 27.162
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.241 2.29 ng/ul 322984  Acenaphthene-d10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Methylsulfanyl)thiophenol, S-... 240 C12H160S2 1000469-97-3 45
2 8-Hydroxy-2,2-dimethyl-dec-5-en-... 198 C12H2202 1000193-60-0 25
3 3-Pentanone, 2,2,4,4-tetramethyl- 142 C9H180 000815-24-7 14
4 t-Butyl n-hexyl disulfide 206 C1OH22S2 064580-59-2 14
5 7-t-Butoxybicyclo[2.2.1]heptane-... 196 C11H1603 1000210-03-3 12

Abundance Scan 2068 (15.241 min): BG060444.D\data.ms (-2061) (- | m/z 57.10 100.00%

57.1
5000
156.0

1500 1550

L Jhl\ bl \‘ J 284.9 354.0 528..

Obrr bbb bl 2849 3540 928 nm/z 156.00  25.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122968: 4-(Methylsulfanyl)thiophenol, S-trimethylacetyl-
57.0
5000 156.0

— =l
15.00 15.50
m/z 41.10  25.31%

240.0
MHJ“W“‘\\\Ww”w”Lvmw””\HH\HH\HH\HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73662: 8-Hydroxy-2,2-dimethyl-dec-5-en-3-one
57.0

o

15 00 15 50
5000 m/z 141.00  14.75%
0\**“‘”J‘\'*‘*m‘*“‘\*1*“}9\.9*1*9?79*w”wmwwmwmw””
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23101: 3-Pentanone, 2,2,4,4-tetramethyl- Ay o
57.0 15.00 15.50

m/z 85.10 10.62%

5000
J 1420
O b e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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-l-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.979  24.81 ng/ul 4453420  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 50
4 (1R,3aR,5aR,9asS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 42
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 42

Abundance Scan 2534 (17.979 min): BG060444.D\data.ms (-2527) (- m/z 205.00 100.00%
205.0
571
5000
—
T
oLt mem add A L) L A 04T 4390496 /7 57.10  76.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 L
18.00
m/z 217.10 68.35%
Wogo 261.0
0kt ‘UL Ugm‘\\n M\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
o
57.0 18.00
5000 m/z 175.10  45.51%
135.0 261.0
oL+ d‘ “H‘l H‘L “HI \m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- P A
57.0 18.00
m/z 189.05 40.64%
5000
205.0
N 0 T I a
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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.
18.425 32.36 ng/ul 5808730  Phenanthrene-d10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 93
3 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25NO2 021061-90-5 91
4 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 74
5 1H-Isoindole-1,3(2H)-dione, 2-(2... 263 C17H13NO2 016307-59-8 60

Abundance Scan 2610 (18.425 min): BG060444.D\data.ms (-2603) (- m/z 263.10 100.00%
263.1
5000
57.1
o
147 .1 18.50
203.1
bbby AL 1L 8875 474l 5719 28.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
268.0
5000 LN
18.50
57.0 m/z 278.10 22.49%
0 \\““\\\\“}l\‘l\\“‘\‘\\\‘\\‘\\‘\\‘f\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
b
18.50
5000 m/z 264.10  18.95%
57.0 147 0
‘ ‘ 203.
0 H‘H‘s‘ww”mumwmm‘_m_m,m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151904: Lycopodan-5-one, 12-hydroxy-15-methyl-, (12. —=
190.0 263.0 18.50
m/z 219.10 12.29%
5000 124.0
55.0
O' “v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—‘—v—v—ﬁ J\ T T T
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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 5-Bromo-4'-chlorosalicylani... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.095 4.02 ng/ul 915220  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4'-chlorosalicylanilide 325 C13H9BrCINO2 003679-64-9 59
2 1,3-Dioctanoin 344 C19H3605 001429-66-9 53
3 3-Fluoro-5-methoxypyridine 127 C6H6FNO 1060801-62-8 49
4 1,2,3,6,9-Pentaazaspiro[4.4]non-... 197 C9H19N5 1000221-38-7 49
5 Glycerol tricaprylate 470 C27H5006 000538-23-8 49

Abundance Scan 3575 (24.095 min): BG060444.D\data.ms (-3567) (- | m/z 127.10 100.00%
1271
57.1
5000
201.1 [
] 2551 1 416.0 475. 2400
O bbb b bl ATOD A0 m/z 57.10 62.99%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #229828: 5-Bromo-4'-chlorosalicylanilide
127.0
5000
24 00
630 1990 270 m/z 201.10 17.35%
0\\\![‘\\\\\‘\\\’\\\\U\\\??J\Q\‘\\‘J\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #253326: 1,3-Dioctanoin
127.0
e
24 00
m/z 327.15 15.16%
5000 570
187.0
0 g byl H2420 313.0
L e R o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13465: 3-Fluoro-5-methoxypyridine gt st el
127.0 24.00
57.0 m/z 43.10 14.50%
h wﬂmJAkmwm/\wMWAwwwww
T
mlz--> 0 50 100 150 200 250 300 350 400 450 2400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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 5 2-(Decanoyloxy)propane-1,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.104 8.77 ng/ul 1994970  Perylene-di12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Decanoyloxy)propane-1,3-diyl ... 498 C29H5406 033368-87-5 64
2 1,3-Dioctanoin 344 C19H3605 001429-66-9 47
3 1-(Nonanoyloxy)-3-(octanoyloxy)p... 512 C30H5606 1000413-78-7 46
4 Glycerol tricaprylate 470 C27H5006 000538-23-8 43
5 1,2-Dioctanoin 344 C19H3605 001069-87-0 43
Abundance Scan 3917 (26.104 min): BG060444.D\data.ms (-3905) (- | m/z 127.10 100.00%
1271
57.1
5000
201.1 — ——
‘ ‘ 2551 327.1 26.00 26.50
ol LW O T O - S - K ety P P PR T 7
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #337712: 2-(Decanoyloxy)propane-1,3-diyl dioctanoate
127.0
57.0
5000 = P
26.00 26.50
201.0 355.0 m/z 155.10 44.68%
255.0
0 TT \\““\‘U \MI\J‘ l\l\ T ‘J\ \J T \ “‘ T \u\ \P“\ \ \ T ‘ \ \L\ \l ‘l L ‘4.\2\5\ \()‘4\.\8\0\?\ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #253326: 1,3-Dioctanoin
127.0
— —
26.00 26.50
m/z 43.10 27.58%
5000 570
187.0
bbb P20 B30
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339857: 1-(Nonanoyloxy)-3-(octanoyloxy)propan-2-yl de —T T
57.0 127.0 26.00 26.50
m/z 55.10 24.19%
5000
201.0 341.0
0 .H‘.‘ M L, ‘1‘ oy |“41004940 o ——
mlz--> 100 150 200 250 300 350 400 450 500 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG012624.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 6 1-Naphthamide, N-butyl-N-is... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.930 5.81 ng/ul 1322210  Perylene-di12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthamide, N-butyl-N-isobutyl- 283 C19H25NO 1000415-71-5 62
2 1-Naphthamide, N-methyl-N-heptyl- 283 C19H25NO 1000421-43-6 58
3 1-Naphthamide, N-methyl-N-(hept-... 283 C19H25NO 1000421-43-3 58
4 1-Naphthamide, N,N-dibutyl- 283 C19H25NO 1000308-68-6 53
5 2-[5-(3-Bromo-phenyl)-[1,3,4]oxa... 424 C20H13BrN202S 1000275-09-0 53

Abundance Scan 4398 (28.930 min): BG060444.D\data.ms (-4387) (- | m/z 155.10 100.00%

155.1 ’
57.1
5000
299 1 355.1 e
’ ‘ { 0 29.00
ob bbbl Ll 1 70 | 4295 5203 s 10 63.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177553: 1-Naphthamide, N-butyl-N-isobutyl-
155.0
5000 L
29.00
m/z 127.10 57.32%
283.0
ol 410 25.0
‘\\\\“\\\\[\\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177551: 1-Naphthamide, N-methyl-N-heptyl-
155.0
e
29.00
5000 m/z 43.16  33.00%
2830
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

Abundance #177556: 1-Naphthamide, N-methyl-N-(hept-2-yl)-
155.0 29.00

m/z 55.10  29.90%

5000

41.0 130 2830
O e e T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 29.00

.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012624\
Data File : BGO60444.D

Acqg On : 26 Jan 2024 16:56
Operator : MA/JU

Sample : P1231-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@12624.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|
unknown-01 15.241 2.3 ng/ul 322984 3 14.565 2821790 20.0
7,9-Di-tert-but... 17.979 24.8 ng/ul 4453420 4 17.309 3590460 20.0
3,5-di-tert-But... 18.425 32.4 ng/ul 5808730 4 17.309 3590460 20.0
5-Bromo-4'-chlo... 24.095 4.0 ng/ul 915220 6 24.735 4549140 20.0
2-(Decanoyloxy)... 26.104 8.8 ng/ul 1994970 6 24.735 4549140 20.0
1-Naphthamide, ... 28.930 5.8 ng/ul 1322210 6 24.735 4549140 20.0
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