LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc :

ALS vial : 7 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-BG091724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62944.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.745 109 112 121 rBvV4 11792 23089 2.21% 0.328%
2 4,315 207 209 213 rBV4 4389 5884 0.56% 0.084%
3 4.768 283 286 288 rBV3 3689 3857 ©.37% 0.055%
4 5.050 332 334 337 rBV3 2743 2887 0.28% 0.041%
5 5.155 350 352 355 rVvB2 3263 3417 0.33% 0.049%
6 5.449 400 402 406 rBV3 2182 3048 0.29% 0.043%
7 5.749 449 453 455 rBV2 3786 5045 0.48% 0.072%
8 5.884 471 476 482 rBV3 12836 23573  2.25% 0.335%
9 6.131 515 518 520 rBv2 4739 5828 0.56% 0.083%
10 6.260 538 540 543 rVv3 5750 5811 ©.56% ©0.083%
11 6.495 578 580 581 rBV2 5318 4586 0.44% 0.065%
12 6.665 608 609 613 rBV3 2950 3747 0.36% 0.053%
13 6.795 630 631 634 rBv2 3450 2835 0.27% 0.040%
14 6.824 634 636 637 rBv2 4162 3595 0.34% 0.051%
15 6.912 647 651 654 rBv4 8508 14099 1.35% 0.200%
16 7.024 665 670 675 rVB5 35052 62204 5.95% 0.884%
17 7.082 676 680 686 rVB4 5381 9919 0.95% 0.141%
18 7.188 693 698 703 rBV3 18416 30207 2.89% 0.429%
19 7.247 706 708 711 rBV4 5229 5873 0.56% 0.083%
20 7.388 727 732 739 rVB5 30068 53715 5.13% 0.763%
21 7.488 744 749 760 rVB3 48825 99921  9.55% 1.420%
22 7.852 804 811 818 rBV 177829 315370 30.14% 4.482%
23 7.911 819 821 829 rVW4 20961 38032 3.64% 0.541%
24 7.964 829 830 834 rVB2 5916 7243 0.69% 0.103%
25 8.111 852 855 858 rBV3 5746 5817 ©.56% ©0.083%
26 8.205 869 871 875 rBV 3096 4101 0.39% 0.058%
27 8.281 879 884 887 rBv4 8530 14782 1.41% 0.210%
28 8.446 909 912 916 rBvV4 6661 5681 ©.54% 0.081%
29 8.563 927 932 937 rVB3 25441 43968 4.20% 0.625%
30 8.651 946 947 952 rVB4 7937 9271 0.89% 0.132%
31 8.933 989 995 996 rBv2 6042 7880 ©.75% 0.112%
32 8.951 996 998 999 rBV 4996 3785 0.36% 0.054%
33  9.010 1004 1008 1013 rvv 24985 42018 4.02% ©.597%
34 9.086 1017 1021 1026 rVB2 41580 62481 5.97% ©.888%
35 9.251 1047 1049 1052 rBvV3 4399 4740 0.45% 0.067%
36 9.286 1052 1055 1057 rBvV2 3334 3635 ©0.35% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc :

ALS vial : 7 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-BG091724.MA.M
Title : SVOA CALIBRATION
37 9.533 1095 1097 1101 rBV4 4111 5930 ©0.57% 0.084%
38 9.627 1110 1113 1115 rBvV2 3700 4611 0.44% 0.066%
39 9.726 1120 1130 1136 rBV7 23860 51824 4.95% 0.737%
40  9.903 1156 1160 1162 rBV3 5407 6470 0.62% 0.092%
41  9.932 1162 1165 1168 rVVv4 5823 7919 0.76% 0.113%
42 9.997 1172 1176 1180 rVB2 7302 8515 0.81% 0.121%
43 10.044 1182 1184 1185 rBV 2909 2797 0.27% 0.040%
44 10.120 1194 1197 1199 rVB3 4078 2862 0.27% 0.041%
45 10.179 1206 1207 1209 rBvV2 4293 2838 0.27% 0.040%
46 10.232 1213 1216 1217 rBV2 3580 3637 0.35% 0.052%
47 10.267 1217 1222 1231 rVB2 32565 58038 5.55% 0.825%
48 10.332 1231 1233 1237 rBV3 6809 9410 0.90% 0.134%
49 10.502 1260 1262 1264 rBV 3084 3367 0.32% 0.048%
50 10.643 1276 1286 1293 rBV 246434 460811 44.05% 6.549%
51 10.778 1303 1309 1314 rBV4 30678 67056 6.41% ©.953%
52 10.860 1322 1323 1325 rBv2 3962 2797 0.27% 0.040%
53 11.025 1345 1351 1356 rBV3 22889 40662 3.89% 0.578%
54 11.148 1367 1372 1379 rBV6 8455 18746 1.79% 0.266%
55 11.260 1389 1391 1393 rBV2 2878 3407 ©0.33% 0.048%
56 11.360 1405 1408 1410 rBV4 3431 4040 0.39% 0.057%
57 11.489 1426 1430 1433 rBV4 3702 5145 0.49% 0.073%
58 11.671 1458 1461 1467 rvv3 9937 16425 1.57% 0.233%
59 11.894 1496 1499 1500 rBv2 5856 5110 0.49% 0.073%
60 12.071 1523 1529 1532 rBv4 15863 29768 2.85% 0.423%
61 12.100 1532 1534 1540 rVB4 14000 20776  1.99%  0.295%
62 12.194 1547 1550 1551 rVB 4150 3042 0.29% 0.043%
63 12.212 1551 1553 1554 rBV2 4050 3273  0.31% 0.047%
64 12.288 1563 1566 1567 rBV3 4068 4884 0.47% 0.069%
65 12.318 1567 1571 1576 rVB4 26089 39501 3.78% 0.561%
66 12.741 1641 1643 1645 rBV3 4070 3237 0.31% 0.046%
67 12.981 1678 1684 1685 rBV3 5528 7943 0.76% 0.113%
68 13.040 1688 1694 1695 rBV4 5231 8692 0.83% 0.124%
69 13.117 1703 1707 1708 rVB4 3169 2809 0.27% 0.040%
70 13.181 1715 1718 1721 rBV3 3093 4291 0.41% 0.061%
71 13.316 1738 1741 1749 rVB2 21544 30712 2.94% 0.436%
72 13.892 1835 1839 1846 rVB2 64027 101063 9.66% 1.436%
73 13.974 1846 1853 1858 rVB6 10652 24559  2.35%  0.349%
74 14.021 1858 1861 1864 rBV3 8053 11373 1.09% 0.162%
75 14.180 1884 1888 1898 rVB2 62664 97149 9.29% 1.381%
76 14.397 1921 1925 1929 rVB 31915 41069 3.93% 0.584%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc :

ALS vial : 7 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-BG091724.MA.M
Title : SVOA CALIBRATION

77 14.491 1934 1941 1948 rVB 393551 626413 59.87%  8.903%
78 14.627 1962 1964 1971 rVB7 8120 12820 1.23% 0.182%
79 14.891 2006 2009 2014 rVB5 8521 11783 1.13% 0.167%
80 15.014 2028 2030 2032 rBV3 7251 6829 0.65% 0.097%
81 15.055 2035 2037 2038 rBV2 4708 3267 0.31% 0.046%
82 15.114 2044 2047 2058 rVB4 42930 77317 7.39% 1.099%
83 15.249 2067 2070 2071 rBV3 7485 7345 0.70% 0.104%
84 15.343 2084 2086 2091 rVB3 25167 30925 2.96% 0.440%
85 15.479 2105 2109 2116 rVB2 87097 129114 12.34%  1.835%
86 15.954 2188 2190 2191 rBV2 4944 4155 0.40% 0.059%
87 16.207 2230 2233 2236 rBV3 25491 32560 3.11% 0.463%
88 16.718 2316 2320 2322 rBV4 5416 7611 0.73% 0.108%
89 16.783 2328 2331 2335 rBV4 5983 8726 0.83% 0.124%
90 16.889 2343 2349 2357 rBV 444842 696194 66.54% 9.895%
91 17.235 2403 2408 2417 rBV 520933 790373 75.55% 11.233%
92 17.335 2420 2425 2430 rVB3 100305 148220 14.17% 2.107%
93 17.523 2455 2457 2458 rBV2 7298 4508 0.43% 0.064%
94 17.741 2492 2494 2498 rVB2 21371 23369 2.23% 0.332%
95 18.434 2609 2612 2617 rVB4 16980 23716  2.27% 0.337%
96 19.632 2810 2816 2822 rBV 136659 199638 19.08% 2.837%
97 20.379 2940 2943 2945 rBV3 6596 7860 0.75% 0.112%
98 21.166 3073 3077 3083 rVB4 37593 51772 4.95% 0.736%
99 21.489 3126 3132 3139 rBV 587523 916834 87.63% 13.030%

100 24.533 3641 3650 3665 rVB 362289 1046211 100.00% 14.869%

Sum of corrected areas: 7036062
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062944.D\data.ms
600000
500000

400000

300000
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200000 7.852

100000

10.267 10.7448, o ARr318
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1% ;
JRI 7 Noamd |

o 3.745 4315 4.7689365.446. PG 260408

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG062944.D\data.ms
600000 21.489

17.235

500000
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Abundance TIC: BG062944.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.488 6.34 ng/ul 99921 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 72
2 Undecane 156 C11H24 001120-21-4 72
3 Tridecane 184 C13H28 000629-50-5 59
4 Decane 142 C1OH22 000124-18-5 59
5 Undecane 156 C11H24 001120-21-4 59
Abundance Scan 749 (7.488 min): BG062944.D\data.ms (-744) (-) m/z 43.05 100.00%
43.0

-

5000
5.2
7.20 7.40 7.60 7.80
143.1 196.5 21. 384.
T \3 T \3\"\\\‘\ m/z 57.05 93.72%
m/z--> 50 100 150 200 250 300 350
Abundance #22067: Decane
43.0
5000
7.20 7.40 7.60 7.80
5.0 m/z 41.10 72.40%
LT o
(1 -
L L e L B
m/z--> 50 100 150 200 250 300 350
Abundance #33079: Undecane
57.0

7.20 7.40 7.60 7.80
5000 m/z 71.05 46.82%

8.0 156.0
154%
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane

57.0 7.20 7.40 7.60 7.80

m/z 55.10 32.45%
5000
9.0

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.911 2.41 ng/ul 38032 1,4-Dichlorobenzene-d4 7.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid (Z)-, hexade... 507 C34H6602 022393-86-8 10
2 Cholestan-3-one, 4-methyl-, (4.a... 400 C28H480 000984-87-2 4

3 Crinamine, 11-0-acetyl-7-hydroxy- 359 C19H21NO6 1000111-33-9 3
4 Acetic acid, 5,6-dichloro-10,13-... 400 C21H30C1203 1000194-82-5 3
5 Crinamine, 11-0-acetyl-6-hydroxy- 359 C19H21NO6 1000111-34-6 3

Abundance Scan 821 (7.911 min): BG062944.D\data.ms (-819) (-) m/z 57.15 100.00%

57.1
5000
117.1
I ’ i ‘ 246.8304.1 4200 504.3 7.60 7.80 8.00 8.20
L T ST m/z 41,10 84.26%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance  #339042: 9-Octadecenoic acid (Z)-, hexadecyl ester
R7.0
264.0
3.0
5000
7.60 7.80 8.00 8.20
m/z 43.10 71.41%
‘ ‘ ‘ } 1800 506.0
T ’H u ‘ !Il\“h\‘n\l lhl\h‘\ J\\ T ‘ \ \Al\‘\h‘ \“\ ‘\A\ ‘ T \3\\5‘].\ \0\ \4\2\4\ ﬂ TTTT “l\ TTT ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #302724: Cholestan-3-one, 4-methyl-, (4.alpha.,5.alpha.)
43.0
S VAWE ST
7.60 7.80 8.00 8.20
5000 245.0 m/z 55.10  60.03%
400.0
‘ H ‘ 9.0 177.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #268666: Crinamine, 11-O-acetyl-7-hydroxy-
43.0 7.60 7.80 8.00 8.20
m/z 83.10 26.12%
209.0
5000
284.0
115.0 H ‘ 359.0
. \H,‘”\\“\“\ it \L\ b iy "f“!‘“w‘}“ J‘ul'\ fy J\ ey ‘1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BG@91724.MA.M Fri Sep 20 02:17:24 2024

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.086 3.96 ng/ul 62481 1,4-Dichlorobenzene-d4 7.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Undecane 156 C11H24 001120-21-4 81
3 Undecane 156 C11H24 001120-21-4 74
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 72
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 72

Abundance Scan 1021 (9.086 min): BG062944.D\data.ms (-1017) (-) m/z 57.10 100.00%
57.1

5000

-

8.80 9.00 9.20 9.40
113.1

188.4 262.1 . 532..

BRE 1‘3218’ m/Z 43.10 76.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33081: Undecane

1.0

53]

-

5000
8.80 9.00 9.20 9.40

m/z 41.10 57.24%

UL, 20

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33077: Undecane

»

8.80 9.00 9.20 9.40
5000 m/z 71.20 46.09%

J ‘113.0

-

,H“m“‘m\mmmwH_ww_ww,w_m
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33078: Undecane
43.0 8.80 9.00 9.20 9.40
m/z 85.15 26.02%
5000
ULlsmo 150
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062944.D

Acqg On : 19 Sep 2024 15:30
Operator : JU/RC

Sample : P3878-12MEDL 5X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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|
(DEL) Alkane: S... 7.488 6.3 ng/ul 99921 1 7.858 315370 20.0
unknown-01 7.911 2.4 ng/ul 38032 1 7.858 315370 20.0
(DEL) Alkane: S... 9.086 4.0 ng/ul 62481 1 7.858 315370 20.0
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