LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12510.D

Acqg On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc :

ALS Vvial : 67 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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12510.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.228 37 41 52 rVB 59171 90350 0.85% ©0.084%
2 3.658 112 114 132 rBV 236061 423537 4.00% 0.393%
3 3.864 146 149 156 rVB3 = 23232 36500 0.34% 0.034%
4 3.964 162 166 170 rVB 19808 27404 0.26% ©0.025%
5 6.958 668 675 688 rBV 319646 571101 5.39% 0.530%
6 7.116 695 702 721 rBV 1170626 1921418 18.14% 1.783%
7 7.311 728 735 746 rBV 1111864 1822410 17.20% 1.691%
8 7.775 807 814 825 rBV 1144797 1918619 18.11% 1.781%
9 8.499 929 937 954 rBV 996298 1722203 16.26% 1.598%
10 8.946 1006 1013 1033 rBV 1453271 2414762 22.79% 2.241%
11  9.322 1072 1077 1085 rVB2 25495 45736  0.43% 042%

12 9.669 1128 1136 1149 rBV 1117402 1981093 18.70%
13 10.205 1218 1227 1248 rBV 1773076 3149317 29.73%
14 10.363 1248 1254 1272 rVV2 176868 454837  4.29%
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15 10.575 1282 1290 1305 rVB 1928955 3249456 30.67% 016%
16 10.728 1309 1316 1338 rBV 1409565 2563655 24.20% 2.379%
17 11.134 1379 1385 1392 rBV2 19828 33689 ©.32% 0.031%
18 11.840 1496 1505 1511 rBV6 29472 58588 ©.55% ©0.054%
19 12.175 1557 1562 1568 rVB 26773 46098 0.44% 0.043%
20 12.481 1610 1614 1618 rVB4 10434 14970 0.14% 0.014%
21 12.634 1634 1640 1646 rBV1e 9319 22536 0.21% 0.021%
22 12.728 1651 1656 1660 rVvv7 9224 15644 0.15% 0.015%
23 12.781 1660 1665 1666 rvv5 8092 10741 0.10% ©.010%
24 12.804 1666 1669 1674 rVB2 20048 30301 ©.29% ©0.028%
25 13.040 1701 1709 1719 rVB7 10845 33852 ©.32% 0.031%
26 13.151 1723 1728 1733 rBV8 6400 12356 0.12% ©0.011%
27 13.240 1735 1743 1747 rVWW2 25927 37778 ©.36% ©.035%
28 13.334 1751 1759 1764 rVWV5 16211 35054 ©0.33% 0.033%
29 13.393 1766 1769 1777 rVB5 9857 17023 0.16% 0.016%
30 13.781 1828 1835 1839 rBV10 5361 12710 0.12% 0.012%
31 13.846 1839 1846 1859 rVV 3659130 5234371 49.41%  4.858%
32 13.946 1861 1863 1870 rVB8 14637 23398 0.22% 0.022%
33 14.075 18860 1885 1888 rBV 485613 672826 6.35% ©0.624%
34 14.122 1888 1893 1910 rVB 4231342 6381192 60.23% 5.922%
35 14.322 1920 1927 1929 rBV5 11613 20961 ©0.20% ©.019%

36 14.428 1938 1945 1957 rBV 5671730 8291365 78.26% 7.695%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12510.D

Acqg On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc :

ALS Vvial : 67 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-BP102522.M
Title : SVOA CALIBRATION
37 14.610 1971 1976 1981 rBV2 70560 92627 ©.87% 0.086%
38 14.669 1981 1986 2004 rBV 669851 1111925 10.50% 1.032%
39 14.857 2013 2018 2026 rVB 18362 49625 0.47% 0.046%
40 14.957 2033 2035 2040 rVB3 12620 17261 ©0.16% 0.016%
41 15.093 2052 2058 2067 rBV 1327222 1813065 17.11% 1.683%
42 15.275 2084 2089 2094 rVB2 20208 31292 0.30% 0.029%
43 15.334 2094 2099 2103 rBvS8 7526 11637 0.11% 0.011%
44 15.428 2108 2115 2132 rVV 5437516 8039406 75.88% 7.461%
45 15.563 2132 2138 2149 rVV 1516161 2239872 21.14% 2.079%
46 15.657 2149 2154 2165 rVB4 55117 138626 1.31% 0.129%
47 15.887 2189 2193 2199 rVB5 15195 20174 ©0.19% 0.019%
48 15.957 2201 2205 2208 rBv4 14415 24893 0.23% 0.023%
49 16.145 2232 2237 2245 rBV3 60508 130819 1.23% 0.121%
50 16.481 2287 2294 2299 rBV7 13130 32127 0.30% 0.030%
51 16.592 2310 2313 2320 rBV7 18250 31636 ©.30% 0.029%
52 16.716 2330 2334 2339 rBV6 39657 58124 0.55% 0.054%
53 16.945 2369 2373 2375 rBV5 8538 13457 ©0.13% 0.012%
54 17.192 2408 2415 2424 rBV 4321776 6348749 59.93% 5.892%
55 17.292 2425 2432 2441 rBV 6279588 8969118 84.66% 8.324%
56 17.481 2461 2464 2471 rVB2 22113 32965 0.31% 0.031%
57 17.681 2494 2498 2502 rBV3 20392 33662 ©0.32% 0.031%
58 17.857 2524 2528 2536 rBV 271060 346023 3.27% 0.321%
59 17.963 2543 2546 2551 rBV7 19564 27996 0.26% 0.026%
60 18.081 2561 2566 2575 rBV 300899 490793  4.63%  0.455%
61 19.110 2737 2741 2745 rBV 90820 124268 1.17% 0.115%
62 19.181 2749 2753 2756 rBV 97944 153352 1.45% 0.142%
63 19.316 2772 2776 2787 rBV2 197804 339077 3.20% 0.315%
64 19.457 2797 2800 2804 rVB3 40142 48377 0.46% 0.045%
65 19.533 2807 2813 2824 rBV 7703561 10594224 100.00% 9.832%
66 20.992 3058 3061 3071 rBV2 296099 504739 4.76% ©.468%
67 21.286 3106 3111 3122 rBV 5100813 6534010 61.68% 6.064%
68 22.510 3315 3319 3325 rVB2 852367 1278352 12.07% 1.186%
69 23.516 3483 3490 3503 rVB2 4352869 8957786 84.55% 8.313%
70 23.669 3509 3516 3530 rVB2 2811622 5714183 53.94% 5.303%

Sum of corrected areas: 107752091
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 04 Nov 2022 03:35
: CG/JU
: N5319-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
BP@12510.D

: 67 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012510.D\data.ms

8.946 ' 0.728
7.1¥811 7.775 8.499 9.669

6.95
,13228 3-09%m64 N 9.322 ]\ 0-36 11134

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012510.D\data.ms
19.633

17.292

14.428 15.428

14.122 17.192
13.846

15.093 15.563

14.669

76 YR vy fzﬁgeﬁ@ GEFBO87456 GERITEO4 LleL//

ok [.8402. 17&14mam&3

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 1950 20.00
Abundance TIC: BP012510.D\data.ms

7000000

6000000 21.286

23.516

5000000

4000000 3.669

3000000

2000000 22.510

1000000$k~*3?jffi

O\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : zZ

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\

Data File : BP@12510.D

Acq On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
10.363 2.80 ng/ul 454837  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

Abundance Scan 1254 (10.363 min): BP012510.D\data.ms (-1248) (- m/z 57.05 100.00%

57.0
5000

— 7
10.00 10.50

132.1
o“HkMJM!H»‘_‘?9?9%@??‘§4ﬁ?ﬂ99§‘ﬁ???‘§4%' m/z 44.95 92.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 — s
10.00 10.50

m/z 41.10 34.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

=
10.00 10.50
5000 m/z 75.00 21.72%

I J‘J | h ‘Jl \“ |l3\2.0

I |
A A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- —
57.0 10.00 10.50

m/z 56.05 15.92%

5000 M\AJK\W/\WJ\hW
0 “J Jig ﬁ‘. 1,132.0

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12510.D

Acq On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.092 4.37 ng/ul 1813070  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Talbutal 224 C11H16N203 000115-44-6 27
2 3,4-Dihydroxy-5-methoxybenzaldehyde 168 C8H804 003934-87-0 18
3 5-Allyl-5-butylbarbituric acid 224 C11H16N203 003146-66-5 16
4 1-Leucine, n-propargyloxycarbony... 465 C28H51NO4 1000328-01-6 14
5 Talbutal 224 C11H16N203 000115-44-6 12
Abundance Scan 2058 (15.093 min): BP012510.D\data.ms (-2052) (- m/z 57.05 100.00%
57.0 16v7.1
5000 J\
; — ‘
’ } ’ 15.00
o AALLLIL| | 2252283.1342.74000 46475235 1/, 167,65  94.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103717: Talbutal
167.0
5000 — :
15.00
41.0 m/z 69.05 84.26%
0]
O‘\\\\“’Ih‘\m\ul\h\“Jl\l\‘\\J‘h\\\ﬂ\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44086: 3,4-Dihydroxy-5-methoxybenzaldehyde

168.0 JL

15.00
5000 m/z 55.00 82.80%
39.0 97.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103727: 5-Allyl-5-butylbarbituric acid “/‘L ——T ‘/\
167.0 15.00

5000{ 41.0 K‘
0 ‘H ‘I\ A“ b %??# L J /\}L /\

) J L1
AL LA L L L L L L L L L B BRI B T ] 7 T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12510.D

Acq On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc

ALS Vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.510 4.47 ng/ul 1278350  Perylene-d12 23.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 87
3 Squalene 410 C30H50 000111-02-4 83
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3319 (22.510 min): BP012510.D\data.ms (-3315) (- m/z 69.10 100.00%
69.1
5000 A
‘ 149.0 2250 ‘
ol tgbbbiktl . 2811 3411 4102 475538 1/, g1 05 51.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 ==
22.50
m/z 41.05 21.87%
137.0
bbbl iyl 2030 2730 341.0 4100
\\\‘\ \\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
U \
22.50
5000 m/z 149.00 14.25%
136.0
ol Luk M N N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene T
69.0 22.50
m/z 95.10 13.33%
5000
137.0
oL 11 l]. 203.0 273.0 341.0 410.0
R I e e R RE A S R e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110222\
Data File : BP@12510.D

Acqg On : 04 Nov 2022 03:35
Operator : CG/JU

Sample : N5319-16

Misc

ALS Vvial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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|
Ethanol, 1-(2-b... 10.363 2.8 ng/ul 454837 2 10.575 3249460 20.0
unknown-01 15.092 4.4 ng/ul 1813070 3 14.428 8291370 20.0
Supraene 22.510 4.5 ng/ul 1278350 6 23.669 5714180 20.0
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