LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34659.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.964 8 13 35 rVB 11455275 17598607 100.00% 19.515%
2 3.117 37 39 46 rVB6 14038 21377 0.12% 0.024%
3 3.211 51 55 60 rBv 82162 105486 0.60% 0.117%
4 3.605 117 122 131 rBV 1084322 1558811 8.86% 1.729%
5 3.928 173 177 182 rBV 40542 58876 ©.33% 0.065%
6 4.287 235 238 247 rVB8 10715 19873 0.11% 0.022%
7 4.999 354 359 366 rVB4 13973 26291 0.15% 0.029%
8 5.705 468 479 487 rBV6 24776 57565 0.33% 0.064%
9 6.375 589 593 599 rVB3 24298 36974 0.21% 0.041%
106 6.663 637 642 649 rBV5 12354 23414 0.13% 0.026%
11 6.775 656 661 665 rBv4 22295 37030 0.21% 0.041%
12 6.840 665 672 673 rvv2 34903 51507 0.29% 0.057%
13 6.863 673 676 680 rV 45286 68412 ©0.39% 0.076%
14 6.905 680 683 688 rVB 29715 41180 0.23% 0.046%
15 7.005 690 700 707 rBV 1526464 2291854 13.02% @ 2.541%
16 7.063 707 710 715 rVB 24012 37231 0.21% 0.041%
17 7.134 715 722 726 rBV5 19659 40564 0.23% 0.045%
18 7.322 745 754 759 rBV7 20534 44848 0.25% 0.050%
19 7.575 793 797 802 rBV5 13972 21392 0.12% 0.024%
20 7.663 805 812 820 rBV 1457339 2233271 12.69% 2.477%
21 7.740 820 825 829 rW 79114 112093 0.64% 0.124%
22 7.781 829 832 837 rVB 19393 27598 0.16% 0.031%
23 8.034 871 875 882 rW3 21574 39233  0.22% 0.044%
24 8.305 916 921 926 rVB6 15585 29226 0.17% 0.032%
25 8.363 926 931 937 rBV 216946 341338 1.94% 0.379%
26 8.475 946 950 958 rVB4 21955 43646 0.25% 0.048%
27 8.546 958 962 967 rVB4 22233 37163 0.21% 0.041%
28 8.763 993 999 1000 rBV3 30209 45455 0.26% ©0.050%
29 8.805 1000 1006 1018 rVV 1667362 2733607 15.53% 3.031%
30 8.899 1018 1022 1031 rVB2 21289 39324 0.22% 0.044%
31 9.075 1047 1052 1058 rBV2 73655 117086 ©0.67% 0.130%
32 9.216 1064 1076 1084 rBV7 32962 110012 0.63% 0.122%
33 9.287 1084 1088 1094 rVB3 23026 40323 0.23% 0.045%
34  9.369 1094 1102 1108 rBV6 30130 75504 0.43% 0.084%
35 9.575 1135 1137 1143 rVV7 11904 21171  0.12% 0.023%
36 9.657 1147 1151 1155 rVB3 25437 37284 0.21% 0.041%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION
37 9.763 1163 1169 1174 rBV8 12609 22414 0.13% 0.025%
38 9.863 1180 1186 1192 rVvB3 52187 94490 0.54% 0.105%
39 9.928 1192 1197 1204 rBV3 26338 41258 0.23% 0.046%
40 9.999 1204 1209 1214 rVV2 21613 32507 0.18% 0.036%
41 10.057 1214 1219 1229 rVB1e 15417 45272  0.26% 0.050%
42 10.234 1242 1249 1257 rBV 589504 922252 5.24% 1.023%
43 10.304 1257 1261 1267 rVV6 37075 73962 0.42% 0.082%
44 10.440 1276 1284 1289 rVV 2003165 3282307 18.65% 3.640%
45 10.487 1289 1292 1300 rVV 230059 411144  2.34%  0.456%
46 10.569 1300 1306 1322 rVB 2106714 3574249 20.31% 3.964%
47 10.816 1341 1348 1359 rBV5 29619 88868 0.50% 0.099%
48 10.981 1368 1376 1381 rBV7 18628 42886 0.24% 0.048%
49 11.269 1416 1425 1430 rBv4 34634 75164 0.43% 0.083%
50 11.469 1453 1459 1463 rBV2 30605 48640 0.28% 0.054%
51 11.522 1463 1468 1472 rBV 56063 89583 ©.51% 0.099%
52 11.604 1478 1482 1490 rVB2 13600 27566 0.16% 0.031%
53 11.804 1506 1516 1524 rVB6 25096 82047 0.47% 0.091%
54 11.928 1529 1537 1545 rBV 583399 969036 5.51% 1.075%
55 12.028 1550 1554 1558 rvVv 42169 73950 0.42% 0.082%
56 12.075 1558 1562 1564 rVvVv3 39825 63870 0.36% 0.071%
57 12.104 1564 1567 1572 rVB 45303 66497 0.38% 0.074%
58 12.228 1583 1588 1591 rBV2 15317 23012 0.13% 0.026%
59 12.322 1598 1604 1609 rBV 44060 71368 0.41% 0.079%
60 12.393 1609 1616 1621 rBV 29658 50346 0.29% 0.056%
61 12.669 1651 1663 1668 rBv3 32595 92020 0.52% 0.102%
62 12.834 1685 1691 1695 rBV4 21100 33861 0.19% 0.038%
63 12.875 1695 1698 1702 rVB4 16480 22736 0.13% 0.025%
64 13.087 1729 1734 1737 rVB6 18913 30136 0.17% 0.033%
65 13.134 1737 1742 1748 rBV6 29243 66404 0.38% 0.074%
66 13.281 1764 1767 1772 rVB3 17940 27682 0.16% 0.031%
67 13.469 1794 1799 1810 rVB3 19603 53257 ©.30% 0.059%
68 13.622 1816 1825 1830 rBv4 51223 124321 ©0.71% 0.138%
69 13.669 1830 1833 1835 rVvV3 25371 29946 0.17% 0.033%
70 13.716 1835 1841 1848 rVV 3018886 4138938 23.52% 4.590%
71 13.792 1850 1854 1856 rVV 37163 55590 0.32% 0.062%
72 13.822 1856 1859 1861 rVV 36432 47651 0.27% 0.053%
73 13.857 1861 1865 1870 rVB3 64157 85937 0.49% 0.095%
74 13.987 1880 1887 1896 rBV 3911179 5660527 32.16% 6.277%
75 14.292 1933 1939 1947 rBV 2628812 3985512 22.65% 4.420%

76 14.357 1947 1950 1955 rVB 79597 101912 0.58% 0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

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_ N\Methods\SFAM-EPA-BN101624.MA.M
Title : SVOA CALIBRATION
77 14.534 1977 1980 1982 rBvV2 13815 19788 0.11% 0.022%
78 14.569 1984 1986 1990 rVB4 20313 26840 0.15% 0.030%
79 14.698 2004 2008 2015 rVB2 27577 49971 0.28% 0.055%
80 14.781 2017 2022 2026 rVB6 44301 66180 ©0.38% 0.073%
81 14.839 2026 2032 2036 rBV 29377 55261 ©0.31% 0.061%
82 14.922 2042 2046 2050 rBVS5 22276 39164 0.22% 0.043%
83 15.292 2102 2109 2116 rBV 4566790 6445512 36.63% 7.148%
84 15.551 2147 2153 2158 rVB7 49302 88042 0.50% 0.098%
85 15.745 2182 2186 2191 rBV3 26457 41204 0.23% 0.046%
86 15.851 2201 2204 2206 rBV3 27317 35406 0.20% 0.039%
87 15.986 2223 2227 2233 rVB 211707 275073 1.56% 0.305%
88 16.322 2279 2284 2291 rVB2 50587 80157 0.46% 0.089%
89 16.586 2326 2329 2337 rVBS5 46301 88908 0.51% 0.099%
90 16.657 2337 2341 2344 rBV2 71624 95937 0.55% 0.106%
91 17.039 2400 2406 2411 rBV 2733391 3814264 21.67% 4.230%
92 17.081 2411 2413 2416 rVV 93240 99397 0.56% 0.110%
93 17.139 2416 2423 2430 rVV 4635528 6417536 36.47% 7.117%
94 17.351 2457 2459 2462 rVB2 23610 21498 0.12% 0.024%
95 19.063 2747 2750 2753 rBV 65665 88308 0.50% 0.098%
96 19.433 2807 2813 2820 rBV 4403186 6136573 34.87% 6.805%
97 21.263 3118 3124 3133 rVB 2222339 3031222 17.22% 3.361%
98 22.663 3357 3362 3379 rVB 368063 789043  4.48% 0.875%
99 23.957 3573 3582 3593 rVB 2521927 5899044 33.52% 6.542%
100 24.151 3606 3615 3628 rVB 1429302 3419879 19.43% 3.792%

Sum of corrected areas: 90177951
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN034659.D\data.ms
964
1le+07
8000000
6000000
4000000
2000000 7.005 8.805
3.605 7.663 .
o3zt L3.9284.287 4.999 5705 6.376.6&@@27257&@4&0% 075186 BIRAMIF DA
T ‘ T ‘ T

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BN034659.D\data.ms
1le+07
8000000
6000000
15.292 17.139 19.433

13.987

4000000

21.263
2000000

22.6'
2 |15 5558519, aEre57 7, N
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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: BN034659.D\data.ms
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4000000
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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_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.234 5.62 ng/ul 922252  Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# 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 86
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
Abundance Scan 1249 (10.234 min): BN034659.D\data.ms (-1242) (- | m/z 57.05 100.00%
57.0
5000 /\
— -
‘ 87.0 1310 10.00 10.50
o‘H_Hm“‘lmmwlh 1130001310 1649 2070 /7 45.00  90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 —— —
10.00 10.50
29.0 9
‘870 m/z 41.05 32.65%
O\\\‘\H‘\\“H\\MH\\‘!‘\“\‘U\\[H\\\\‘]\-\3‘12\?\\\176‘?’\(\)\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
P Y
10.00 10.50
5000 m/z 74.95 17.10%
29.0
87.0
ol bl il 3320
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- —= =
45.0 10.00 10.50
m/z 56.05 15.24%
5000
75.0
RECK) Ll 100 1320 1630 —JLJU
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12

Operator : RC/JU

Sample : P4380-23

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
: SVOA CALIBRATION

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 3 1Indole

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.928 5.90 ng/ul 969036  Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 96
3 Indole 117 C8H7N 000120-72-9 95
4 Indolizine 117 C8H7N 000274-40-8 91
5 Indole 117 C8H7N 000120-72-9 91

Abundance Scan 1537 (11.928 min): BN034659.D\data.ms (-1529) (- | m/z 117.05 100.00%
117.1
5000
1
67-0 ' 12.00
ol b1 1490 2070 28L. n/; gp.00  43.87%
miz--> 50 100 150 200 250
Abundance #9736: Indole
117.0
5000 T
12.00
m/z 88.95 33.23%
63.0
O T T T T i‘ ‘\““ T T ‘\‘ ‘ T H\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9733: Indole
117.0
—
12.00
5000 m/z 63.00 13.43%
63.0
280 u
ob—r by L — —
miz--> 50 100 150 200 250
Abundance #9735: Indole —
117.0 12.00
m/z 118.00 8.92%
5000
63.0
28.0 || |
0ttt — — e
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.663 5.21 ng/ul 789043  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 92
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 78
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74

Abundance Scan 3362 (22.663 min): BN034659.D\data.ms (-3357) (- | m/z 59.00 100.00%

59.0
5000

T T
22.50 23.00

‘ ‘h‘u Hm \mu }161,0206.1 262.1 320.3 415.0

O B L e m/z 72.00 67.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —T ——

22.50 23.00
m/z 55.10 61.99%

126.0
it “\ \“JM\"“““‘ ‘\‘M\“‘\'} “\1\8\4\.‘0\ T \2\8\‘1\(‘)\ LI L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #174776: 9-Octadecenamide, (Z)-

59.0

T T
22.50 23.00

o

5000 ITI/Z 41.10 38.63%
‘ 126.0 281.0
ol u“d‘ } \‘M\\‘h“‘\ L \\‘1 WATB02200
m/z--> 50 100 150 200 250 300 350 400
Abundance #245083: 13-Docosenamide, (Z)- — —
59.0 22.50 23.00

m/z 43.05 36.34%

5000
337.0
| m h‘n i m . 184.0 276.0

‘ T
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34659.D

Acqg On : 18 Oct 2024 21:12
Operator : RC/JU

Sample : P4380-23

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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|
Ethanol, 1-(2-b... 10.234 5.6 ng/ul 922252 2 10.440 3282310 20.0
Indole 11.928 5.9 ng/ul 969036 2 10.440 3282310 20.0
9-Octadecenamid... 22.663 5.2 ng/ul 789043 5 21.263 3031220 20.0
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