LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc :

ALS Vvial : 20 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@23231.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 22 26 34 rVB 16268 22785 0.67% 0.087%
2 3.858 144 148 155 rVB2 5319 9326 0.28% 0.036%
3 4.287 215 221 224 rW 3893 6480 0.19% 0.025%
4 5.187 368 374 379 rBV9 2793 5564 0.16% 0.021%
5 5.681 451 458 463 rBV6 2899 5307 0.16% ©0.020%
6 6.711 625 633 637 rBV6 7623 15088 0.45% 0.058%
7 6.787 640 646 663 rVW 101438 240800 7.12% 0.923%
8 6.922 663 669 682 rVW 253325 410004 12.12% 1.571%
9 7.122 696 703 722 rBV 317504 550456 16.27% 2.109%
106 7.369 740 745 756 rBV2 15867 32685 0.97% 0.125%
11 7.569 772 779 786 rBV 269976 458133 13.54% 1.756%
12 7.634 786 790 801 rVB2 62511 106315 3.14% 0.407%
13 8.281 893 900 917 rBV 283232 572736 16.93% 2.195%
14 8.405 917 921 927 rVV2 12066 21136 0.62% 0.081%
15 8.457 927 930 937 rVB9 1919 3475 0.10% 0.013%
16 8.652 956 963 968 rBV 77612 135949 4.02% 0.521%
17 8.716 968 974 985 rVW 321542 567049 16.76% 2.173%
18 8.793 985 987 994 rVWV5 7546 14868 0.44% 0.057%
19 8.869 995 1000 1013 rVBS8 9362 30224 0.89% 0.116%
20 9.093 1034 1038 1044 rBVv9 2484 4204 0.12% 0.016%
21  9.428 1088 1095 1114 rBV 249516 516385 15.26% 1.979%
22 9.975 1181 1188 1209 rBV 288850 766159 22.65% 2.936%
23 10.104 1209 1210 1218 rVB8 7876 8906 0.26% 0.034%
24 10.269 1231 1238 1240 rBV5S 7487 14503 0.43% 0.056%
25 10.316 1240 1246 1253 rVWW 360775 601485 17.78%  2.305%
26 10.381 1253 1257 1267 rVB3 14844 29678 0.88% 0.114%
27 10.504 1271 1278 1295 rVV3 26846 84438 2.50% 0.324%
28 10.628 1297 1299 1307 rVBS8 3363 6369 0.19% 0.024%
29 11.022 1358 1366 1371 rBV4 5032 9727 0.29% 0.037%
30 11.516 1446 1450 1456 rVB6 3286 5189 0.15% 0.020%
31 11.940 1514 1522 1529 rBV3 5115 11221 0.33% 0.043%
32 12.069 1537 1544 1549 rBv2 4482 7311 0.22% 0.028%
33 12.157 1554 1559 1569 rVV 20742 34779 1.03% 0.133%
34 12.404 1594 1601 1607 rBV3 18274 34116 1.01% 0.131%
35 12.516 1613 1620 1632 rBV2 16518 38690 1.14% 0.148%
36 12.781 1659 1665 1673 rBV 40426 61477 1.82% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc :

ALS Vvial : 20 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 12.998 1694 1702 1704 rBV6 6656 13368 0.40% 0.051%
38 13.034 1704 1708 1717 rVV3 15825 34402 1.02% 0.132%
39 13.140 1720 1726 1744 rVB 57544 129075 3.82% 0.495%
40 13.581 1795 1801 1817 rBV 948545 1352334 39.97% 5.182%
41 13.710 1819 1823 1828 rVB7 4086 6560 ©0.19% 0.025%
42 13.875 1843 1851 1859 rBV 955511 1377291 40.71% 5.278%
43 14.116 1886 1892 1897 rBVS8 4873 12834 0.38% 0.049%
44 14.187 1897 1904 1913 rVVW 625606 912764 26.98%  3.498%
45 14.263 1913 1917 1923 rVB6 9333 14650 0.43% 0.056%
46 14.504 1952 1958 1973 rBV5 49102 199576 5.90% 0.765%
47 14.663 1982 1985 1992 rVB6 8936 14767 ©.44% 0.057%
48 14.881 2018 2022 2031 rVB2 13064 22782 0.67% 0.087%
49 14.992 2036 2041 2044 rBV 9684 15053 0.44% 0.058%
50 15.022 2044 2046 2052 rVB3 7001 8011 ©0.24% 0.031%
51 15.204 2069 2077 2090 rBV 1236777 1907089 56.37% 7.308%
52 15.351 2096 2102 2114 rBV 366676 628010 18.56% 2.406%
53 15.522 2127 2131 2137 rVB 21485 29049 0.86% 0.111%
54 15.581 2137 2141 2147 rVB8 4497 7698 0.23% 0.029%
55 15.787 2168 2176 2179 rBV9 2225 5596 0.17% 0.021%
56 16.581 2305 2311 2315 rVB8 4954 7558 0.22% 0.029%
57 16.675 2320 2327 2332 rBV5 4975 10402 0.31% 0.040%
58 16.757 2338 2341 2343 rBV4 2938 3534 0.10% 0.014%
59 16.998 2375 2382 2392 rVB 831708 1198891 35.44% 4.594%
60 17.098 2393 2399 2414 rVV 1741245 2308533 68.24%  8.846%
61 17.292 2428 2432 2437 rVB3 3824 5724 0.17% 0.022%
62 17.686 2493 2499 2506 rBV2 277374 402989 11.91% 1.544%
63 17.851 2524 2527 2534 rVB9 6372 9766 0.29% 0.037%
64 17.933 2536 2541 2548 rVV3 21534 39381 1.16% 0.151%
65 18.004 2550 2553 2559 rVB 7129 9606 ©.28% 0.037%
66 18.151 2572 2578 2580 rBV3 9425 15232 0.45% 0.058%
67 18.181 2580 2583 2588 rVB5 12143 15435 0.46% 0.059%
68 19.016 2721 2725 2731 rBV3 20240 32743  0.97% 0.125%
69 19.145 2736 2747 2762 rBV2 140549 315189 9.32% 1.208%
70 19.280 2766 2770 2773 rBV6 15921 25228 0.75% 0.097%

71 19.475 2797 2803 2819 rBV2 1546841 2899659 85.71% 11.111%
72 21.433 3131 3136 3147 rBV2 866864 1590029 47.00% 6.093%
73 24.427 3636 3645 3661 rVB 1321060 3383060 100.00% 12.964%
74 24.645 3674 3682 3700 rVB 529208 1689792 49.95% 6.475%

Sum of corrected areas: 26096677
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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\BP111924\
: BP023231.D

: 20 Nov 2024 00:05

: RC/JU

. P4847-07

: 20 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

Time-->

1600000
1400000
1200000
1000000
800000
600000

400000 29

600422 7. 569 8.281 87 0. 428 9 975
200000 67 o 6k
2140 38584287 5.187 5.681 e.7idl |17 §6 999)93 ¥hba1.02211. 51&11Q21§mﬂﬂl%7‘

Abundance TIC: BP023231.D\data.ms

10.316

3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50

Time-->

1400000

1200000

800000

600000

400000

200000

Abundance TIC: BP023231.D\data.ms

17.098

1600000 19.475

15.204

1000000 13.583.875 21.433

16.998

14.187

17.686

19.145
da° 137104 1668757 17.202 137e88%es1  19.00828

O T e e T e e e T T T T T T T T e

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

Time-->

1600000

1400000

1200000

1000000

800000

600000

400000

200000

Abundance TIC: BP023231.D\data.ms

24.427

24.645

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc

ALS Vvial : 20 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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.652 5.93 ng/ul 135949 1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 64
4 Mequinol 124 C7H802 000150-76-5 53
5 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 49
Abundance Scan 963 (8.652 min): BP023231.D\data.ms (-956) (-) m/z 80.95 100.00%
81.0
5000 /\\‘
 mRERmEEEE
8.40 8.60 8.80 9.00
Ol bbb 1444020612669 3551 4291 5145 ./, 199.00  96.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
109.0
5000 L L B A I LR B
8.40 8.60 8.80 9.00
27.0 m/z 124.05 65.70%
O‘\\“!‘L{“!“\J!‘\l[ !\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11912: Phenol, 2-methoxy-
109.0
AR L
8.40 8.60 8.80 9.00
5000 m/z 52.95 27.25%
27.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-  RERAREES IS
109.0 8.40 8.60 8.80 9.00
m/z 52.10 14.12%
5000
511.0
0 ! 1 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc

ALS Vvial : 20 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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.140 2.83 ng/ul 129075  Acenaphthene-di10 14.187
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
4 Vanillin 152 C8H803 000121-33-5 95
5 Vanillin 152 C8H803 000121-33-5 94

Abundance Scan 1726 (13.140 min): BP023231.D\data.ms (-1720) (- m/z 150.95 100.00%
1

50.9
5000 81.0

= ——
13.00 13.50

|mmeJLA 208.9 281.1341.1 415.7 489.0548.

Okl L | 2520 0L Lot Ao 28909950 m/z 152.80  94.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
1501.0
5000 T

‘ e
81.0 13.00 13.50
m/z 80.95 39.97%

T%?”hwhﬂ{“* RS SRR AN A SR S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0
‘ M

T
13.00 13.50

o

5000 ITI/Z 109.00 22.73%
81.0
015-9H|1Hn“\ R SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy- ey copettl
152.0 13.00 13.50
m/z 53.00 16.27%
5000
81.0
AT —
m/z--> 0 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\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc

ALS Vvial : 20 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 4 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.686 6.72 ng/ul 402989  Phenanthrene-d10 16.998
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 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
4 (1R,3aR,5aR,9asS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 51
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 46

Abundance Scan 2499 (17.686 min): BP023231.D\data.ms (-2493) (- m/z 205.10 100.00%
205.1
57.1
5000
15.0 —— —
Ll htm Ll ‘ | 2162 3623 asosson U e e
0Ll b LA A || 0 862.3 439.85024 m/z 57.18  66.86%
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 —_— A
17.50 18.00
‘ m/z 217.10 66.28%
O TTTT ’l‘Wmf Ath\LmM‘f‘MlH" ‘!\ "\\ H \i\ ‘2\7\6\\0‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
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
—— —
17.50 18.00
5000 m/z 175.1@  58.27%
205.0
0 WHH W“mWwm Wl W A
m/z--> 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 L ——
205.0 17.50 18.00
m/z 189.05 49.82%
57.0
5000
135.0
276.0
0! —— S —
m/z--> 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\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample : P4847-07

Misc

ALS Vvial : 20 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 5 9-Octadecenoic acid, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.145 5.26 ng/ul 315189  Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
2 cis-Vaccenic acid 282 (C18H3402 000506-17-2 94
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 94
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
5 Oleic Acid 282 C18H3402 000112-80-1 90

Abundance Scan 2747 (19.145 min): BP023231.D\data.ms (-2736) (| | m/z 55.00 100.00%

58.0
5000

3.0 264.1 D e
f ‘ 19.00 19.50
obr MALkkLL, 2928 | 3280 4289 8032 6o o5 71.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 P ey
19.00 19.50

m/z 40.95 59.98%

' 264.0
O“H“l”h‘ '\W““\"IU‘“\\‘\\\"H}l\l\‘\‘lu‘\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
P

19.00 19.50
5000 m/z 83.05 59.85%

ll 264.0

o MR e 2t

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #176210: 9-Octadecenoic acid 7

55.0 19.00 19.50
m/z 97.05 53.06%

5000 264.0 Jm
0 | " h n”h..lwl ip3 ﬂl.“ | e SiE®

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111924\
Data File : BP023231.D

Acqg On : 20 Nov 2024 00:05
Operator : RC/JU

Sample . P4847-07

Misc

ALS Vvial : 20 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|
Phenol, 2-methoxy- 8.652 5.9 ng/ul 135949 1 7.569 458133 20.0
Benzaldehyde, 3... 13.140 2.8 ng/ul 129075 3 14.187 912764 20.0
7,9-Di-tert-but... 17.686 6.7 ng/ul 402989 4 16.998 1198890 20.0
9-Octadecenoic ... 19.145 5.3 ng/ul 315189 4 16.998 1198890 20.0
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