LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc :

ALS Vvial : 41  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 M\Methods\SFAM-EPA-BM110724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48559.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 20 24 32 rVB 35020 56828 1.29% 0.109%
2 3.552 92 96 112 rBV 188597 340495 7.74% 0.655%
3 3.769 129 133 141 rVB5 13631 27435 0.62% 0.053%
4 3.869 145 150 155 rvB2 11419 19439 0.44% 0.037%
5 4.228 208 211 218 rVvB5 13283 22877 ©0.52% 0.044%
6 5.175 369 372 377 rBvV2 14725 23412 0.53% 0.045%
7 5.722 460 465 467 rBv2 33173 51774 1.18% 0.100%
8 5.757 467 471 482 rVB 104846 169206 3.85% 0.326%
9 6.316 561 566 573 rBvV 51658 82293 1.87% 0.158%
106 6.687 623 629 635 rBV2 17077 29508 0.67% 0.057%
11 6.845 646 656 666 rVB 171561 330373 7.51% 0.636%
12 6.998 676 682 693 rBv 514308 827050 18.80% 1.592%
13 7.198 705 716 726 rBV 596499 987553 22.44% 1.901%
14 7.457 754 760 768 rBV6 10700 26260 0.60% 0.051%
15 7.663 787 795 801 rBV 621729 1017389 23.12% 1.959%
16 7.734 801 807 817 rVB 112408 198632 4.51% 0.382%
17 7.822 818 822 829 rVB7 10473 19578 0.44% 0.038%
18 7.916 830 838 843 rBV 53616 100980 2.29% 0.194%
19 8.281 892 900 906 rBV8 9502 24809 0.56% 0.048%
20 8.381 911 917 925 rW 534261 927929 21.09% 1.786%
21 8.451 925 929 933 rVWW2 51733 89496 2.03% 0.172%
22 8.487 933 935 939 rVV 25379 35984 0.82% 0.069%
23 8.757 975 981 986 rBv2 72537 132849 3.02% 0.256%
24 8.816 986 991 1001 rVV 579285 987525 22.44%  1.901%
25 8.910 1001 1007 1013 rVV 129032 207573 4.72%  0.400%
26 8.992 1016 1021 1035 rVB 80941 161779 3.68% 0.311%
27 9.239 1052 1063 1075 rVB3 46765 95307 2.17% ©.183%
28 9.392 1082 1089 1094 rVBS8 9987 20954 0.48% 0.040%
29 9.539 1104 1114 1130 rBV 474386 873626 19.85% 1.682%
30 9.716 1136 1144 1154 rVv4 95529 228599 5.20% 0.440%
31 9.792 1154 1157 1166 rVV4 19550 42048 0.96% 081%

32 9.928 1174 1180 1189 rBV2 88851 209956  4.77%
33 10.081 1198 1206 1223 rBV 816320 1464246 33.28%

OONOO®
(o]
iy
o)
IS

34 10.239 1226 1233 1240 rBVv4 27200 61435 1.40% 118%
35 10.310 1241 1245 1249 rVB6 12581 18629  0.42% 036%
36 10.363 1249 1254 1261 rVB6 11833 23113 ©.53% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc :

ALS Vvial : 41  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 M\Methods\SFAM-EPA-BM110724.MA.M
Title : SVOA CALIBRATION
37 10.445 1261 1268 1277 rBV 843643 1473995 33.50% 2.838%
38 10.510 1277 1279 1286 rVB3 32228 37706 0.86% 0.073%
39 10.592 1286 1293 1307 rBV 348054 756150 17.18% 1.456%
40 10.745 1313 1319 1330 rVB2 57592 121470 2.76% 0.234%
41 10.845 1330 1336 1345 rBV3 28312 61809 1.40% 0.119%
42 10.992 1356 1361 1367 rBv2 17099 35709 0.81% 0.069%
43 11.057 1368 1372 1376 rVV2 16818 30241 0.69% 0.058%
44 11.110 1376 1381 1390 rVB 22394 44355 1.01% ©.085%
45 11.263 1397 1407 1416 rBV7 28384 69889 1.59% 0.135%
46 11.475 1437 1443 1449 rVB5 11484 20730 0.47% 0.040%
47 11.733 1480 1487 1492 rBV2 34861 56523 1.28% 0.109%
48 11.869 1503 1510 1518 rVB1e 13194 31589 0.72% 0.061%
49 12.045 1536 1540 1546 rVB2 14475 21244 0.48% 0.041%
50 12.598 1628 1634 1640 rBV5 8796 18078 0.41% 0.035%
51 12.663 1640 1645 1658 rvV2 58836 124761 2.84% 0.240%
52 12.916 1682 1688 1694 rBV 112009 156604 3.56% 0.301%
53 13.239 1734 1743 1761 rBV 95210 240034 5.46% 0.462%
54 13.551 1790 1796 1805 rVB4 30527 56074 1.27% 0.108%
55 13.721 1818 1825 1836 rBV 1360813 1943305 44.16% 3.741%
56 13.845 1841 1846 1851 rBV4 23093 31567 0.72% 0.061%
57 13.963 1861 1866 1868 rBV 109406 165520 3.76% 0.319%
58 14.004 1868 1873 1883 rVB 1544468 2335277 53.07% 4.496%
59 14.186 1900 1904 1911 rBv4 16470 34647 0.79% 0.067%
60 14.263 1911 1917 1921 rBV2 1145778 1789167 40.66% 3.444%
61 14.310 1921 1925 1944 rVB2 1570282 2925632 66.49% 5.632%
62 14.551 1960 1966 1980 rBV4 63712 176084 4.00% 0.339%
63 14.751 1994 2000 2009 rBV2 43661 83926 1.91% 0.162%
64 14.998 2036 2042 2045 rBV6 14634 26987 0.61% 0.052%
65 15.063 2049 2053 2058 rVV 25986 37644 0.86% 0.072%
66 15.139 2058 2066 2076 rVB3 34333 73981 1.68% 0.142%
67 15.304 2088 2094 2107 rVB 2120999 3009140 68.39% 5.793%
68 15.445 2111 2118 2131 rBV 542617 840017 19.09% 1.617%
69 15.674 2152 2157 2173 rVB 45830 81846 1.86% 0.158%
70 15.868 2184 2190 2196 rVB4 47132 70511 1.60% 0.136%
71 16.021 2204 2216 2221 rBV4 8771 31575 0.72% 0.061%
72 16.080 2221 2226 2227 rVV 184471 214098 4.87% 0.412%
73 16.104 2227 2230 2247 rVV 325311 619275 14.07% 1.192%
74 16.233 2249 2252 2257 rVW2 19057 30928 0.70% 0.060%
75 17.057 2383 2392 2398 rBV 1453702 2064078 46.91% 3.973%
76 17.157 2402 2409 2419 rVV 2215719 3251235 73.89% 6.259%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc :

ALS Vvial : 41  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 M\Methods\SFAM-EPA-BM110724.MA.M
Title : SVOA CALIBRATION
77 17.345 2437 2441 2445 rVW2 15689 21062 0.48% 0.041%
78 17.615 2482 2487 2489 rBV 24253 31265 0.71% 0.060%
79 17.639 2489 2491 2499 rVV 17247 39330 0.89% 0.076%
80 17.727 2500 2506 2517 rVB 1990687 2540476 57.74% 4.891%
81 17.957 2539 2545 2553 rBV2 264602 412807 9.38% 0.795%
82 18.027 2553 2557 2561 rVB 37201 53904 1.23% 0.104%
83 18.168 2577 2581 2584 rBV 26991 33865 0.77% 0.065%
84 18.204 2584 2587 2592 rVV5 17878 25120 0.57% 0.048%
85 18.451 2624 2629 2633 rBV4 26924 42347 0.96% 0.082%
86 18.709 2670 2673 2681 rBV5 14303 27126 0.62% 0.052%
87 18.898 2701 2705 2710 rBV8 10620 20751 0.47% 0.040%
88 19.015 2721 2725 2729 rBV2 35361 55035 1.25% 0.106%
89 19.086 2733 2737 2740 rVV 35099 49163 1.12% 0.095%
90 19.121 2740 2743 2752 rVB5 28265 49328 1.12% 0.095%
91 19.239 2757 2763 2781 rBV 555299 973625 22.13% 1.874%
92 19.380 2784 2787 2793 rVB4 18625 25360 0.58% 0.049%
93 19.451 2793 2799 2807 rBV 3027402 4086373 92.87% 7.866%
94 19.686 2836 2839 2844 rVB7 21465 30499 0.69% 0.059%
95 19.833 2861 2864 2873 rVB7 21377 31920 0.73% 0.061%
96 20.945 3050 3053 3060 rVB 132975 194974  4.43%  0.375%
97 21.280 3104 3110 3123 rBV 1618326 2426852 55.15% 4.672%
98 22.627 3334 3339 3348 rVB4 204138 396152 9.00% 0.763%
99 23.991 3562 3571 3583 rVB 1816500 4400199 100.00% 8.471%
100 24.191 3596 3605 3617 rVB 1118609 2848950 64.75% 5.484%

Sum of corrected areas: 51946823
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM048559.D\data.ms
3000000

2500000
2000000

1500000

1000000 10.0810.445
95 98 7.663 8381 8.816

500000
3.552
o128 | 33689228 5175 572/ 63165, Gaj( 7. 457ﬂ@§é68 Jﬁ%@

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM048559.D\data.ms
3000000 19.451

2500000

15.304 1r.157

17.727
2000000 21.280

14.084.310 I
1500000 13.721 17.057

14.263
1000000

5 19.23¢
15.445 22.62

16.104 l 20.945 w

16.080
“HH‘HH‘HH‘HH I I i o e e e T I T B o B B  mana

018.2 3 %
ol %% 55 % ) MM 5.55 £33
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: BM048559.D\data.ms
3000000

500000

2500000

23.991
2000000
1500000 24.191
1000000

500000 MMWJ

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

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_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 Phenol, 2-methoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.757 2.61 ng/ul 132849 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
4 Mequinol 124 C7H802 000150-76-5 87
5 Mequinol 124 C7H802 000150-76-5 87
Abundance Scan 981 (8.757 min): BM048559.D\data.ms (-975) (-) m/z 109.10 100.00%
109.1
81.1
5000
43.1 NN SRS
‘ ‘ 8.40 8.60 8.80 9.00
bbbl L2071 10410 79.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0
5000 L L AN L IO BN B
8.40 8.60 8.80 9.00
53.0 m/z 81.10 70.61%
27.0 ‘
0 \H‘\‘\‘H“‘HH\“\“MHH‘\H‘\‘\\‘\\’\‘H\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy-
109.0
81.0
e AREARETEE S
8.40 8.60 8.80 9.00
5000 m/z 43.10 21.15%
27.0 53.0
0 ‘H‘JMJM‘WMMWHJMH‘u‘H\‘,M“W“‘_“W“‘W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11911: Phenol, 2-methoxy- S ENEREE T RREAR
109.0 8.40 8.60 8.80 9.00
m/z 53.10 21.14%
5000 81.0
27.0 53‘-0
0“‘_Nuﬁ‘ﬂumh‘uuu“u‘w‘H‘,H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 Linalool Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.910 4.08 ng/ul 207573  1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalool 154 C10H180 000078-70-6 86
2 Linalool 154 C10H180 000078-70-6 86
3 Linalool 154 C10H180 000078-70-6 58
4 1,6-Octadien-3-0l1, 3,7- d1methy1—. . 182 C11H1802 000115-99-1 49
5 1,5-Dimethyl-1-vinyl-4-hexenyl b. 224 C14H2402 000078-36-4 46
Abundance Scan 1007 (8.910 min): BM048559.D\data.ms (-1001) (-) m/z 71.10 100.00%
71.1
93.1
41.0
5000
1212 SO AY BN SN
‘ 8.60 8.80 9.00 9.20
0 ““Hl““h‘l A, w‘ b aobd | m/z 93.10 69.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30913: Linalool
71.0
41.0 93.0
5000 L L B I B
8.60 8.80 9.00 9.20
121.0 m/z 41.05 60.81%
O' ‘[\“\Hf\‘\\\l“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30912: Linalool
71.0
R ABEEEEE RS aEEEEae:
41.0 93.0 8.60 8.80 9.00 9.20
5000 m/z 43.10 58.47%
121.0
0! T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30907: Linalool S RARRER SRR S
71.0 8.60 8.80 9.00 9.20
93.0 m/z 55.10 51.42%
43.0
5000
121.0
020 4240 e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 7 Acetic acid, phenylmethyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.928 2.85 ng/ul 209956  Naphthalene-d8 10.445

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, phenylmethyl ester 150 CS9H1e02 000140-11-4 96
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 96
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 94
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 94
5 Acetic acid, phenylmethyl ester 150 CSH1e02 000140-11-4 90
Abundance Scan 1180 (9.928 min): BM048559.D\data.ms (-1174) (-) m/z 108.10 100.00%
108.1
91.0
5000 43.0
. 150.1 | ‘/\
5‘1 H ‘ 1000
o‘m,‘m_m‘m”mm e P 68.37%
m/z--> 20 40 100 120 140
Abundance #28360.Aceueamd,phenyhneﬂwleaer
108.0
91.0
5000
43.0 150.0 1000
65.0 m/z 90.10 40.20%
015(’) \‘\“‘\\‘\\\\‘\\‘\\‘
miz--> 20 40 100 120 140
Abundance #28363.AceUcaud,phenyhnemyleﬂer
108.0
91.0 A /
43.0 1000
5000 39.31%
150.0
65.0
15.0 H ‘
om“,‘Huw‘m””,” SN .
m/z--> 20 100 120 140
Abundance #28362.Aceﬂcaud,phenyhnemyleﬁer
108.0 1000
m/z 79. 24.95%
43.0 91.0
5000 150.0
65.0 ‘
owl‘s“,’”H‘_m‘mt‘mu” Sl 1810 L ] iy
m/z--> 20 80 100 120 140 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 8 1-Tetradecanamine, N,N-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.080 2.07 ng/ul 214098  Phenanthrene-di10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 90
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 90
3 Dimantine 297 C20H43N 000124-28-7 78
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
5 Dimantine 297 C20H43N 000124-28-7 78

Abundance Scan 2226 (16.080 min): BM048559.D\data.ms (-2221) (- | m/z 58.10 100.00%

58.1
5000

16 00
ook 941 1280 1901 2413 43.10  4.17%
miz--> 50 100 150 200 250
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000
16 00

41.05 4.11%

0 27.0, | 1140 156.0 241.0

T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

m/z--> 50 100 150 200 250

Abundance #125005: 1-Tetradecanamine, N,N-dimethyl-
58.0

1600
5000 m/z 59.10 3.91%
0 270, | 97.0 128.0 241.0
T I e e A A A e e A e
m/z--> 50 100 150 200 250
Abundance #195726: Dimantine D e
58.0 1600

m/z 44.05 3.20%

5000 }k
0L27.0, | 9701280 170.0 _ 226.0 297.(

I
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 10 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.727 24.62 ng/ul 2540480  Phenanthrene-die 17.057
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 64
3 7,9-Di-tert-butyl-1-oxaspiro(4,5. 276 C17H2403 082304-66-3 50
4 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 50
5 2,5-Cyclohexadien-1-one, 2,6-bis. 232 C16H240 006738-27-8 49
Abundance Scan 2506 (17.727 min): BM048559.D\data.ms (-2500) ({ m/z 57.10 100.00%
57.1 205.2
175.2
5000
91.1
— —
my 2611 17.50 18.00
i— ‘H Al :“w“nk ‘1“”‘ ”“”‘ " m/z 205.20  94.43%
m/z--> 20 40 60 80 100 120 140 160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 e ——
175.0 17.50 18.00
m/z 217.20  59.37%
\ ], e
i} AT 1 o 1 o
O H‘HH‘HH‘\H\‘\\H’\H‘\‘\“\“\‘\m\\\H\“\‘\‘H“HHH"HH\“\H\"H!\‘HH“HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
—— —
17.50 18.00
5000 m/z 55.10 54.41%
205.0
91.0 175. 0
5
m/z--> 20 40 60 80 100 120 140160 180200220 240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene — ==
205.0 17.50 18.00
m/z 175.20  53.06%
5000
261.0
0! ‘HM_H‘“‘J_‘ R ——
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 11 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.956 4.00 ng/ul 412807  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2545 (17.956 min): BM048559.D\data.ms (-2539) (4 73.10 100.00%

5000

o M/L
213.2

H 1 ‘ 256.3 ‘ 18.00
o3 Mol dlol 38 43.10  86.18%

73.1
mi/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

4"M 256.0

5000
129.0 l&OO
3.0 213.0 m/z 60.10  85.11%
‘ ‘ ‘ 171.0 ‘
I BT 0 P R
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
=
18.00
5000 129.0 m/Z 57.10 74.61%
H 171.0 213.0 256.0
o) m— ‘M‘ H‘w\h”w u‘\ ul \ ‘ “‘ \ ““\‘ , “\‘ e
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid

73.0 1800
m/z 55.05 71.83%

129.0 256.0
5000 213.0
29. H .
ol uku Lu\\ ‘
50

h”\ \\
100 150 200 250 300 350 18 00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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 12 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.239 8.02 ng/ul 973625  Chrysene-di12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2763 (19.239 min): BM048559.D\data.ms (-2757) (- | m/z 73.10 100.00%
43.1 73.1
5000 129.0 MJL
1852 241.3 1 T
‘ ‘ 284.: 19.00 19.50
ol “““ g SO SN S m/z 43.10  99.77%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.( —— ==
185.0 241.0 19.00 19.50
m/z 60.10 82.42%
oL— \“‘ h! y ‘H\‘\\l u‘\‘ ‘ I, “\ L “ L ‘\“ ‘\ ‘\‘ . “‘
miz--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
— =
19.00 19.50
5000 m/z 57.10 81.07%
129.0 284.(
Wb, 3 e ]
01?-9 I M‘H‘w M “H““‘ n‘h‘h M‘\; L - L \‘ - “ o A
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid s ‘ ‘
43.0 73.0 19.00 19.50
m/z 55.10 73.01%
5000 129.0
284.C
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : 09 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS vial : 41

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724 .MA.M
: SVOA CALIBRATION

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 13

13-Docosenamide, (Z)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.627 3.26 ng/ul 396152  Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 92
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 76
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 68
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 68

59.1

5000

o

Abundance Scan 3339 (22.627 min): BM048559.D\data.ms (-3334) (-

H “h‘ hi \IM \IU e 9?’ 1 254 2 337 2 431.3

m/z--> 0 50

100 150 200 250 300 350 400 450

m/z 59.10 100.00%

%

T
22.50 23.00

m/z 72.10 72.51%

ey =
22.50 23.00

m/z 55.10 56.45%

%

T
22.50 23.00

m/z 43.10 45.10%

—

T
22.50 23.00

m/z 57.10  38.86%

mlz--> 0 50

Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000
H 6.0 337.0
O T \‘f“” !‘J‘M\M“ QHIU\“T“\]-\S\%?\?%!O‘O\\ T ’ T ‘T \‘1 ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #245083: 13-Docosenamide, (2)-
59.0
5000
337.0
o Ll a0 zreo T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000
114.0 281.0
0 | \H‘ ‘ “ MLyl 184.0 ‘
e R A

100 150 200 250 300 350 400 450

—

T
22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110824\
Data File : BM@48559.D

Acqg On : @9 Nov 2024 10:40
Operator : RC/JU

Sample : P4585-03

Misc

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM110724.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-  8.757 2.6 ng/ul 132849 1 7.663 1017390 20.0
Linalool 8.910 4.1 ng/ul 207573 1 7.663 1017390 20.0
Acetic acid, ph... 9.928 2.9 ng/ul 209956 2 10.445 1474000 20.0
1-Tetradecanami... 16.080 2.1 ng/ul 214098 4 17.057 2064080 20.0
7,9-Di-tert-but... 17.727 24.6 ng/ul 2540480 4 17.057 2064080 20.0
n-Hexadecanoic ... 17.956 4.0 ng/ul 412807 4 17.057 2064080 20.0
Octadecanoic acid  19.239 8.0 ng/ul 973625 5 21.280 2426850 20.0
13-Docosenamide... 22.627 3.3 ng/ul 396152 5 21.280 2426850 20.0
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