LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc :

ALS Vvial : 16 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-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15220.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.428 37 41 47 rBV 51667 68894 1.08% 0.104%
2 3.875 115 117 133 rBV 186580 306793 4.80% 0.465%
3 4.111 151 157 163 rVB 24780 39970 0.63% 0.061%
4 4,211 169 174 182 rBV 18666 27898 0.44% 0.042%
5 4.599 235 240 247 rVVv9 6995 9455 0.15% 0.014%
6 4.669 247 252 258 rVB 35730 49710 0.78% ©0.075%
7 5.181 332 339 346 rVB5S 7588 17610 0.28% 0.027%
8 5.658 417 420 424 rVB 8548 12288 0.19% 0.019%
9 5.781 436 441 445 rBvV 18667 26913 0.42% 0.041%
10 6.140 498 502 505 rBV2 14384 20052 0.31% 0.030%
11 6.175 505 508 515 rVB2 7610 12934 0.20% 0.020%
12 6.746 600 605 611 rBV3 14594 24075 0.38% 0.036%
13 7.228 679 687 689 rBV 29284 45588 0.71% ©0.069%
14 7.269 689 694 706 rVB 219985 362975 5.68% 0.550%
15 7.440 714 723 734 rBV 981686 1542279 24.14% 2.337%
16 7.646 750 758 769 rBV 921506 1467880 22.97% 2.224%
17 7.840 788 791 800 rVB7 5821 11584 0.18% 0.018%
18 8.122 829 839 845 rBV 793789 1261291 19.74% 1.911%
19 8.181 845 849 857 rVB2 41932 74807 1.17% 0.113%
20 8.834 952 960 970 rBvV 697702 1200712 18.79% 1.819%
21 8.910 970 973 977 rW 13932 24559 0.38% 0.037%
22 8.957 977 981 991 rVB3 12014 23942 0.37% 0.036%
23 9.234 1021 1028 1032 rBV5 11419 21762 0.34% 0.033%
24 9.299 1032 1039 1046 rVV 1202928 1981785 31.01% 3.003%
25 9.369 1046 1051 1055 rVV5 7341 14915 0.23% 0.023%
26 9.457 1062 1066 1071 rBV7 9175 14447 0.23% 0.022%
27  9.693 1099 1106 1117 rVB 84208 134975 2.11% 0.205%
28 9.857 1128 1134 1142 rVB 4828 11156 0.17% 0.017%
29 10.028 1152 1163 1172 rBV 978076 1656624 25.92% 2.510%
30 10.169 1183 1187 1198 rVB2 11421 28594 0.45% 0.043%
31 10.416 1223 1229 1235 rBV2 21377 37578 ©0.59% 0.057%
32 10.563 1247 1254 1270 rBV 1360263 2375882 37.18% 3.600%
33 10.722 1276 1281 1288 rBV3 25761 46304 0.72% 0.070%
34 10.804 1291 1295 1299 rwv7 8921 14946 0.23% 0.023%
35 10.851 1299 1303 1312 rVB10 9999 24149 0.38% 0.037%

36 10.951 1312 1320 1327 rBV 1159967 1941965 30.39% 2.942%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc :

ALS Vvial : 16 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-BP951123.MA.M
Title : SVOA CALIBRATION
37 11.004 1327 1329 1333 rVB4 13016 13689 0.21% 0.021%
38 11.087 1335 1343 1361 rBV 1314923 2288335 35.81% 3.467%
39 11.469 1403 1408 1414 rBvVS 6429 15534 0.24% 0.024%
40 11.610 1426 1432 1439 rBV 18650 35611 ©.56% 0.054%
41 11.740 1448 1454 1455 rBV6 8231 13412 0.21% 0.020%
42 12.187 1521 1530 1537 rBv2 62721 96483 1.51% 0.146%
43 12.345 1551 1557 1565 rBVS8 11727 27938 0.44% 0.042%
44 12.434 1567 1572 1578 rVB2 35390 50832 0.80% 0.077%
45 12.528 1582 1588 1594 rVV2 23744 38838 0.61% 0.059%
46 12.669 1607 1612 1617 rVV2 12250 17614 0.28% 0.027%
47 12.745 1621 1625 1631 rBV2 22644 33841 ©0.53% 0.051%
48 12.993 1661 1667 1671 rBvV8 6118 8942 0.14% 0.014%
49 13.122 1682 1689 1711 rBV 206525 456345 7.14% 0.691%
50 13.363 1723 1730 1746 rBV 782842 1104558 17.29% 1.674%
51 13.504 1748 1754 1759 rVB7 8625 19438 0.30% 0.029%
52 13.598 1766 1770 1774 rVV 15445 21058 0.33% 0.032%
53 13.645 1774 1778 1784 rVB2 18861 29810 0.47% 0.045%
54 13.992 1833 1837 1844 rVB9 4495 8496 0.13% 0.013%
55 14.163 1857 1866 1872 rBV 2983263 4166173 65.20% 6.312%
56 14.281 1882 1886 1889 rVB6 5897 8374 0.13% 0.013%
57 14.410 1902 1908 1909 rBV5 10718 13647 0.21% 0.021%
58 14.457 1909 1916 1925 rVV 3259827 4857513 76.02% 7.360%
59 14.534 1927 1929 1935 rW5 10328 17620 0.28% 0.027%
60 14.757 1960 1967 1975 rBV 1761211 2653332 41.52% 4.020%
61 14.957 1995 2001 2013 rBV 98181 229579 3.59% 0.348%
62 15.175 2032 2038 2044 rVB 12071 21221 0.33% 0.032%
63 15.345 2060 2067 2071 rBVS8 7403 14313 0.22% 0.022%
64 15.422 2071 2080 2089 rBV 52759 92542 1.45% 0.140%
65 15.545 2096 2101 2102 rBV 48626 71057 1.11% ©.108%
66 15.704 2123 2128 2130 rBV 51394 67372 1.05% 0.102%
67 15.751 2130 2136 2147 rVV 4057105 6005676 93.98% 9.099%
68 15.869 2150 2156 2169 rVV 1099750 1519730 23.78% 2.303%
69 15.986 2172 2176 2181 rVV2 23720 40335 0.63% 0.061%
70 16.039 2182 2185 2190 rVV5 12265 17238 0.27% 0.026%
71 16.110 2192 2197 2205 rVB2 42792 71001 1.11% ©.108%
72 16.316 2228 2232 2236 rBV7 7405 12851 0.20% 0.019%
73 16.357 2236 2239 2243 rVB5 12014 16318 0.26% 0.025%
74 16.957 2336 2341 2346 rBV2 43691 57088 ©0.89% 0.086%
75 17.181 2374 2379 2386 rBV1e 8948 17936 0.28% 0.027%
76 17.298 2395 2399 2406 rVB4 5417 10604 0.17% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc :

ALS Vvial : 16 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-BP951123.MA.M
Title : SVOA CALIBRATION
77 17.510 2429 2435 2445 rBV 2180400 3049510 47.72% 4.620%
78 17.610 2445 2452 2464 rBV 4224657 6141986 96.12% 9.306%
79 17.780 2477 2481 2488 rVB 21171 30369 0.48% 0.046%
80 18.022 2518 2522 2527 rBV 37781 48002 0.75% 0.073%
81 18.069 2527 2530 2534 rVB6 8839 11462 0.18% 0.017%
82 18.157 2540 2545 2550 rBV 396415 472239 7.39% 0.715%
83 18.322 2569 2573 2575 rBv4 8157 11104 0.17% 0.017%
84 18.363 2577 2580 2587 rVB6 19031 28683 0.45% 0.043%
85 18.445 2590 2594 2596 rBV 22726 25747 0.40% 0.039%
86 18.569 2613 2615 2619 rBV4 6510 8533 0.13% 0.013%
87 18.622 2620 2624 2626 rVV2 16004 17951 0.28% 0.027%
88 18.651 2627 2629 2634 rVB5 11267 14281 0.22% 0.022%
89 18.869 2662 2666 2670 rVB7 17299 25691 0.40% 0.039%
90 18.927 2672 2676 2681 rVB2 38940 50495 0.79% 0.077%
91 19.198 2719 2722 2727 rVB4 29412 37305 0.58% 0.057%
92 19.410 2754 2758 2762 rBV 55992 77701 1.22% 0.118%
93 19.475 2765 2769 2773 rBV 52063 68729 1.08% 0.104%
94 19.592 2786 2789 2797 rBV9 21290 39845 0.62% 0.060%
95 19.692 2803 2806 2809 rBV3 37144 40996 0.64% 0.062%
96 19.827 2823 2829 2839 rBV 4761372 6390172 100.00% 9.682%
97 20.363 2917 2920 2924 rBV 43069 50240 0.79% 0.076%
98 21.586 3123 3128 3140 rBV 1679900 2336822 36.57% 3.541%
99 23.974 3527 3534 3550 rVB2 2493900 5464861 85.52% 8.280%
100 24.139 3556 3562 3576 rVB 1084736 2359221 36.92% 3.574%

Sum of corrected areas: 66001530
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 22 May 2023 17:50
: CG/IU
: 02822-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
BP015220.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051123.MA.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Abundance TIC: BP015220.D\data.ms
4000000
3000000
2000000
9299 10.56310.1&5 87
7.440646 10.028
1000000 8.122 8.834
o 3.428 @42111 4%609 5.181 5.65B3lGIAE  6.746 7g@8 7.8408/181 23857 898570 )04 111468174
\\‘\\\\\\\\‘\\\\’\\\\\\\\‘\\\\’\\\\‘\ ‘\ \‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP015220.D\data.ms
19.827
17.610
15.751
4000000
14.457
3000000 14.163
17.510
2000000 14.757
15.869
1000000 13.363
13.122 £¥-4’74v‘7
olzmmLMMmM@%w&Amﬂm ommgg: 20362
Time--> 1200 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015220.D\data.ms
4000000
3000000 23.974
21.586
2000000
4.139
1000000
N~ e
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.122 3.44 ng/ul 456345  Acenaphthene-d10 14.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 40
2 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 38
3 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 37
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 37
5 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 35
Abundance Scan 1689 (13.122 min): BP015220.D\data.ms (-1682) (| m/z 71.00 100.00%
71.0
— —
‘ ‘ H 1430 13.00 13.50
ol L2070 2809 355.2415.2 4970 mjz 43.05  74.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24209: Butanoic acid, 1-methylpropyl ester
71.0
5000 JJ\‘ 1 UL
13.00 13.50
‘ m/z 83.10 31.87%
OJ!‘T \“1‘]\_?\\9\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
— —
13.00 13.50
5000 m/z 55.95 31.43%
il
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197328: Butyric acid, 3-pentadecyl ester —— —
71.0 13.00 13.50
m/z 40.95 24.30%
) th
129.0 210.0
o“”‘m“wl«h‘t.\_m_‘wm?ﬁ?;‘?wWH_WWWW — s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Propanoic acid, 2-methyl-, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.363 8.33 ng/ul 1104560  Acenaphthene-d10 14.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
3 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 72
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 56

Abundance Scan 1730 (13.363 min): BP015220.D\data.ms (-1723) (- m/z 71.00 100.00%
71.0

-

5000
— ; ‘
M 173.1 13.00 13.50
oAbl 1| 282.0 36684250 490.8549. /7 56.05  76.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
5000 — —
13.00 13.50
m/z 43.05 73.66%
27.
0‘\\u‘¥’WJJ J‘\\\\]‘-\7\3\-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24133: Butanoic acid, butyl ester
71.0
— =
13.00 13.50
5000 m/z 89.00 62.66%
‘ 144.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime — i
71.0 13.00 13.50

m/z 41.00 28.30%

5000

S

L]

0 ettt e e e -. e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  13.00 13.50

\ 173.0
I
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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-1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.157 3.10 ng/ul 472239  Phenanthrene-d10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 80
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
Abundance Scan 2545 (18.157 min): BP015220.D\data.ms (-2540) (- m/z 57.05 100.00%
57.0 205.1
5000
: 261.1 = P
kel LA | sse1 asonsse 25432 o510 o8 5
O L Ml Mwﬁmwww P et  m/z 205.10  98.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 —r— s
18.00 18.50
m/z 217.15 58.93%
‘ ﬁ35-0 261.0
O‘HMﬂWme
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
—= —
18.00 18.50
5000 m/z 55.00 55.41%
205.0
ol ‘}\ W”en‘Lw”ehknwung JJM‘“ | ‘uu ““6“1‘ 0 R S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle Pt e
217.0 18.00 18.50
m/z 175.10  53.92%
5000
57.0
el
okl N | S
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\BP0©52223\
Data File : BP015220.D

Acqg On : 22 May 2023 17:50
Operator : CG/JU

Sample : 02822-13

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.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 13.122 3.4 ng/ul 456345 3 14.757 2653330 20.0
Propanoic acid,... 13.363 8.3 ng/ul 1104560 3 14.757 2653330 20.0
7,9-Di-tert-but... 18.157 3.1 ng/ul 472239 4 17.510 3049510 20.0
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