LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc :

ALS vial : 9 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51293.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.532 3 7 17 rVB 7729 11638 1.13% 0.127%
2 3.819 53 56 64 rVB 7674 12573 1.22% 0.137%
3 3.966 77 81 94 rBV 22574 45403 4.40% 0.494%
4 4,196 116 120 122 rBV3 2923 3771  0.37% 0.041%
5 4.301 134 138 147 rVB 5454 7806 0.76% 0.085%
6 4.671 198 201 208 rVB4 2778 4047 0.39% 0.044%
7 7.351 647 657 666 rBV 30389 59178 5.74% 0.644%
8 7.503 677 683 693 rBV 100716 180026 17.46%  1.960%
9 7.721 713 720 729 rBV 95037 166813 16.18% 1.816%
10 8.191 791 800 805 rBV 96277 167346 16.23% 1.822%
11 8.9068 915 922 934 rBV 82203 151585 14.70% 1.650%
12 9.025 937 942 947 rVB2 4383 7348 0.71% 0.080%
13  9.290 982 987 993 rBV 8050 13386 1.30% 0.146%
14 9.366 993 1000 1014 rVV 126447 238118 23.09%  2.592%
15 9.507 1020 1024 1027 rBV3 1220 1438 0.14% 0.016%

16 10.094 1117 1124 1136 rVB 106976 192640 18.68%
17 10.641 1211 1217 1231 rBV 133424 256620 24.89%
18 10.917 1261 1264 1268 rBV2 1849 2555  0.25%

NNONN
(]
N
[e]
R

19 11.017 1274 1281 1295 rVB 144601 262490 25.46% 858%
20 11.158 1298 1305 1319 rVB 133752 254375 24.67% 769%
21 12.597 1544 1550 1555 rVB3 2491 4306 0.42% 0.047%
22 13.414 1684 1689 1693 rVB2 3631 4743 0.46% 0.052%
23 13.684 1727 1735 1741 rBV3 10182 18643 1.81% ©0.203%
24 13.761 1741 1748 1752 rBV4 3076 5777 ©.56% 0.063%
25 14.213 1819 1825 1833 rBV 320609 485276 47.07% 5.283%
26 14.519 1870 1877 1887 rBV 363772 584466 56.69% 6.363%
27 14.824 1920 1929 1936 rVV 243119 387873 37.62% 4.223%
28 14.883 1936 1939 1945 rVB2 4613 6318 0.61% 0.069%
29 15.059 1964 1969 1978 rBV3 11966 28111 2.73% ©0.306%
30 15.482 2035 2041 2044 rBV 2027 2431 0.24% 0.026%
31 15.582 2054 2058 2061 rBV2 1665 2699 0.26% 0.029%
32 15.617 2061 2064 2069 rvv2 1696 2244 0.22% 0.024%
33 15.811 2091 2097 2108 rVB 484785 754876 73.21%  8.218%
34 15.946 2114 2120 2130 rBV 80225 124980 12.12% 1.361%
35 16.023 2130 2133 2134 rW2 1594 1741 0.17% ©0.019%
36 16.099 2142 2146 2151 rVB4 1678 2221 0.22% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc :

ALS vial : 9 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-BG112321.M
Title : SVOA CALIBRATION
37 16.170 2151 2158 2163 rBV 7015 11037 1.07% 0.120%
38 16.505 2208 2215 2220 rBvV3 4116 8137 0.79% 0.089%
39 16.734 2250 2254 2257 rVB 1449 1710 0.17% 0.019%
40 16.887 2276 2280 2284 rBV4 1607 2428 0.24% 0.026%
41 17.139 2320 2323 2328 rVvV5 1214 2015 0.20% 0.022%
42 17.280 2342 2347 2349 rVWV2 1360 2115 0.21% 0.023%
43 17.327 2351 2355 2363 rVB4 5466 10148 0.98% 0.110%
44 17.503 2380 2385 2386 rBV5 1371 1647 0.16% ©0.018%
45 17.574 2390 2397 2404 rVWV 315454 477863 46.35% 5.202%
46 17.674 2407 2414 2421 rVWV 586346 900715 87.36% 9.806%
47 17.750 2424 2427 2433 rVB4 2815 5140 0.50% 0.056%
48 17.821 2433 2439 2445 rBV2 5713 8994 0.87% 0.098%
49 18.020 2468 2473 2478 rBV5 2043 3665 0.36% 0.040%
50 18.062 2478 2480 2484 rVW4 1259 1560 0.15% 0.017%
51 18.161 2492 2497 2498 rBV3 1743 1997 0.19% 0.022%
52 18.214 2500 2506 2511 rVB 64228 85583 8.30% 0.932%
53 18.385 2530 2535 2541 rVB6 1522 2641 0.26% 0.029%
54 18.502 2551 2555 2560 rBV 13395 18050 1.75% 0.196%
55 18.696 2585 2588 2590 rBV3 1295 1482 0.14% 0.016%
56 18.949 2628 2631 2634 rVV4 2186 2954 0.29% 0.032%
57 18.984 2634 2637 2642 rVB6 2492 3398 0.33% 0.037%
58 19.160 2663 2667 2673 rVB5 3109 5598 ©0.54% 0.061%
59 19.213 2673 2676 2677 rBv2 1608 1532 0.15% 0.017%
60 19.337 2694 2697 2701 rVB4 2082 2827 0.27% 0.031%
61 19.513 2721 2727 2732 rBV4 9641 17636 1.65% 0.185%
62 19.589 2735 2740 2745 rVB 8224 12624 1.22% 0.137%
63 19.683 2753 2756 2759 rBV5 1237 1863 0.18% 0.020%
64 19.765 2766 2770 2775 rBV6 1494 2065 0.20% 0.022%
65 19.907 2790 2794 2795 rBV4 1697 1615 ©0.16% ©0.018%
66 19.954 2795 2802 2809 rVWW 729834 1031046 100.00% 11.224%
67 20.218 2843 2847 2848 rBV4 1990 2797 0.27% 0.030%
68 20.435 2881 2884 2888 rBV4 2449 4139 0.40% 0.045%
69 20.700 2927 2929 2930 rBV2 2537 1970 0.19% 0.021%
70 20.870 2955 2958 2960 rBV4 2115 3004 0.29% 0.033%
71 21.393 3045 3047 3049 rBV3 1890 2089 0.20% 0.023%
72 21.869 3122 3128 3137 rVB 273858 478661 46.42% 5.211%
73 22.010 3149 3152 3153 rBV3 4381 4683 0.45% 0.051%
74 22.374 3212 3214 3215 rBV2 1825 1497 0.15% 0.016%
75 22.627 3255 3257 3258 rBV2 1946 1543 0.15% 0.017%
76 22.644 3258 3260 3266 rVB5 4987 6544 0.63% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc :

ALS vial : 9 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-BG112321.M
Title : SVOA CALIBRATION

77 22.715 3271 3272 3275 rBV3 2359 2717 0.26% ©0.030%
78 22.850 3292 3295 3296 rBV3 3075 2657 0.26% 0.029%
79 22.932 3307 3309 3313 rVB4 2308 2397 0.23% 0.026%
80 23.373 3378 3384 3391 rVB7 7708 16572 1.61% ©0.180%
81 24.213 3521 3527 3533 rVB4 10765 23563  2.29% 0.257%
82 24.431 3562 3564 3566 rBV3 1818 1542 0.15% 0.017%

83 25.036 3655 3667 3680 rVB2 310364 928658 90.07% 10.110%
84 25.265 3689 3706 3720 rVB2 155103 501968 48.69% 5.465%

85 26.058 3839 3841 3843 rBV2 1618 1657 0.16% 0.018%
86 26.387 3890 3897 3904 rBV5 11915 33384 3.24% 0.363%
87 26.528 3919 3921 3924 rBV4 1762 2205 0.21% 0.024%
88 27.080 4013 4015 4017 rVB3 2411 1568 0.15% 0.017%
89 27.562 4094 4097 4098 rBV3 1781 2000 0.19% 0.022%
99 27.809 4131 4139 4151 rvVB4 13409 51832 5.03% 0.564%
91 28.679 4285 4287 4289 rVB3 3255 1686 0.16% 0.018%
92 29.013 4342 4344 4346 rBV3 1737 1661 0.16% 0.018%
93 29.201 4374 4376 4377 rBV2 1624 1429 0.14% 0.016%
94 29.460 4418 4420 4422 rBV2 1590 1533 0.15% 0.017%
95 29.513 4425 4429 4430 rBV3 4721 4899 0.48% 0.053%
96 30.200 4544 4546 4548 rBV2 2388 1792 0.17% 0.020%
97 30.259 4555 4556 4560 rBV3 2102 2451 0.24% 0.027%
98 30.394 4577 4579 4581 rBV3 1746 1463 0.14% 0.016%
99 30.682 4626 4628 4629 rBV2 1782 1664 0.16% 0.018%
100 31.558 4774 4777 4778 rBV3 2126 2228 0.22% 0.024%
Sum of corrected areas: 9185799
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051293.D\data.ms
700000

600000
500000
400000
300000

200000
9.366 10.6411191758

10.094
100000 7503721 8191 ggog ﬁ A

533.81%0% 9914.671 3o AOZ@Q %07

12.597

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051293.D\data.ms

700000 19.954

600000 17.674
500000 15.811

400000 14.519

14.213 17.574
300000 21.869
14.824

200000

100000 15.946 18.214
013418781 JQ591515 J@QKB 3G €25 5B g DEHID. 20970670 21.393

Time--> 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: BG051293.D\data.ms
700000

600000
500000
400000
25.036
300000

200000 5.265

100000

23373 2421331 26.056828%528 27.08027.552809 28.6 7D PAFEPMEB  RIBPEEDG.682 31.558

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.214 3.58 ng/ul 85583  Phenanthrene-d10 17.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 76
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 56
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 52
4 (1R,3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 45
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 38

Abundance Scan 2506 (18.214 min): BG051293.D\data.ms (-2500) (-  m/z 205.10 100.00%
57.

205.1
175.1
5000 91.0
133.0 261.1 e —f—
‘ ‘ ‘ ‘ H ‘ 38.1 18.00 18.50
0 ‘HHN"H‘\‘M"\M\‘\‘}H‘\’\‘H\\‘ UH\H“ m/z 57.10 94.98%

m/z--> 20 40 60 80 100 120 140160 180200220240 260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0

5000 s et
175.0 18.00 18.50

) m/z 217.1 73.98%
5.0 261.0
Iy m HHM‘HH\ \“‘\\ MH\ ‘HH\‘H‘M”H‘HH \‘h \LH\ Ul ‘P3FO

m/z--> 20 40 60 80 100 120 140160 180 200220240 260280

Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4

[

o

_— —

18.00 18.50
5000 1770 m/z 54.95  55.91%
010 12101490

m/z--> 20 4b 6‘0 80 160 120 14‘10 léO 1é0 260 2%0 24‘10 ZéO 2é0
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0 18.00 18.50

m/z 41.00 52.00%

o

%

5000
205.0

91.0 175.0

135.0
0 ‘\ h‘\“ M‘\u ‘Mu Al by g lly ot Mh LH i ‘MF3F'026\1'0
R R R R RAARNRARasEeasy

m/z--> 20 40 60 80 100120140160 180200220 240260280 18.00 18.50

=
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\

Quant Method
Quant Title

TIC Library

Library Search Compound Report

BG051293.D
1 Dec 2021 20:10
: CG/JU
: M4868-03
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
27.809 2.07 ng/ul 51832  Perylene-d12 25.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
3 Pentacosane 352 (C25H52 000629-99-2 59
4 Eicosane 282 (C20H42 000112-95-8 59
5 Hexacosane 366 C26H54 000630-01-3 59

Abundance Scan 4139 (27.809 min): BG051293.D\data.ms (-4131) (- m/z 57.05 100.00%
57.0
w0 mewWwM”J/\NWWWMmeA
99.0 e e
282.0 27.50 28.00
h \‘ \“ [jj2470 2211 ]
ok ““‘ : T m/z 71.05 70.23%
mlz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000
27.50 28.00
m/z 43.05 62.21%
o L LI 70 1420 1830 2250 2820
\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
— ——
27.50 28.00
5000 m/z 85.10 43.02%
99.0
ol k. ‘1‘ A ‘1‘6?]0‘ 20
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0 27.50 28.00
m/z 55.00 31.44%
5000
99.0
s “ ““‘ “““ S RS — ——
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51293.D

Acqg On : 1 Dec 2021 20:10
Operator : CG/JU

Sample : M4868-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
7,9-Di-tert-but... 18.214 3.6 ng/ul 85583 4 17.574 477863 20.0
(DEL) Alkane: S... 27.809 2.1 ng/ul 51832 6 25.271 501968 20.0
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