LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc :

ALS Vvial : 50 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-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34363.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.693 132 137 142 rVB 37934 53065 ©0.89% 0.170%
2 5.446 429 435 444 rVWW2 121234 186802 3.15% 0.597%
3 5.975 521 525 530 rBV 36310 46875 0.79% 0.150%
4 6.046 530 537 541 rvw4 27125 61999 1.04% ©.198%
5 6.311 575 582 587 rBV4 21368 46701 0.79% ©0.149%
6 6.405 594 598 602 rVB2 49919 73536 1.24% 0.235%
7 6.458 602 607 610 rBV 64913 91574 1.54% 0.293%
8 6.493 610 613 617 rW 59657 85599 1.44% 0.274%
9 6.564 617 625 631 rvv4 81559 199303 3.36% 0.637%
106 6.622 631 635 641 rVW 57214 87808 1.48% 0.281%
11 6.740 648 655 658 rvv2 24273 45267 0.76% 0.145%
12 6.781 658 662 666 rvv2 51389 81031 1.36% 0.259%
13 6.834 666 671 676 rVW3 31051 67193 1.13% 0.215%
14 6.922 682 686 698 rVW2 102320 188297 3.17% 0.602%
15 7.028 698 704 714 rVV2 368489 630918 10.62% 2.016%
16 7.381 757 764 771 rW 810686 1259210 21.20% 4.025%
17 7.464 772 778 791 rVB2 260222 465225 7.83% 1.487%
18 7.617 800 804 809 rBV2 66626 107770 1.81% 0.344%
19 7.922 852 856 861 rVvB2 75120 122315 2.06% 0.391%
20 7.975 861 865 869 rBV 44017 63045 1.06% 0.201%
21 8.017 869 872 875 rBV 47180 71418 1.20% ©.228%
22 8.046 875 877 883 rVB 60915 78326 1.32% 0.250%
23 8.152 890 895 897 rBV 59751 81159 1.37% 0.259%
24  8.328 920 925 929 rBV 33480 51557 ©.87% 0.165%
25 8.375 929 933 940 rW 35977 58822 ©.99% 0.188%
26 8.475 940 950 954 rVWW2 45034 93740 1.58% 0.300%
27 8.522 954 958 963 rVWW2 23164 50621 ©0.85% 0.162%
28 8.611 968 973 980 rVB 262547 375877 6.33% 1.201%
29 8.681 980 985 988 rBV2 53766 92353 1.55% 0.295%
30 8.722 989 992 999 rVB5 33298 60146 1.01% 0.192%
31 8.895 999 1006 1011 rBV3 48366 92439 1.56% 0.295%
32 9.240 1073 1080 1086 rBV7 28013 72200 1.22% 0.231%
33 9.322 1086 1094 1098 rvv4 26817 56941 0.96% 0.182%
34 9.452 1106 1116 1120 rVB4 19758 51809 0.87% 0.166%
35 9.775 1167 1171 1179 rVB2 30928 56459 ©0.95% 0.180%

36 10.040 1209 1216 1224 rBV2 45783 102789 1.73% 0.329%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc :

ALS Vvial : 50 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-BN©91124.MA.M
Title : SVOA CALIBRATION
37 10.140 1224 1233 1240 rBV 1091574 1899613 31.98% 6.071%
38 10.281 1251 1257 1262 rBV4 77504 142467 2.40%  0.455%
39 10.534 1294 1300 1308 rBV 55303 93979 1.58% 0.300%
40 10.840 1346 1352 1357 rBV3 26923 47921 0.81% ©0.153%
41 11.187 1406 1411 1417 rBV6 32711 81975 1.38% 0.262%
42 11.252 1417 1422 1428 rVB 119357 182640 3.08% 0.584%
43 11.428 1448 1452 1458 rVB2 49284 74894 1.26% 0.239%
44 11.599 1472 1481 1484 rBV 68297 132791  2.24% 0.424%
45 11.628 1484 1486 1491 rVB 50111 62768 1.06% 0.201%
46 11.681 1491 1495 1502 rBv4 28459 51507 0.87% 0.165%
47 11.857 1521 1525 1534 rVB 66601 106547 1.79% 0.341%
48 12.034 1546 1555 1559 rBvV2 25580 61760 1.04% 0.197%
49 12.263 1588 1594 1598 rBv2 46959 77482 1.30% 0.248%
50 12.581 1643 1648 1656 rVB3 23991 43764 0.74% 0.140%
51 12.787 1674 1683 1689 rBV3 17795 43895 0.74% 0.140%
52 12.875 1689 1698 1705 rvV 88240 141347 2.38% 0.452%
53 13.193 1746 1752 1758 rBV4 26555 69930 1.18% 0.224%
54 13.352 1775 1779 1784 rVV2 39989 67538 1.14% 0.216%
55 13.404 1784 1788 1793 rVV3 43754 77201 1.30% 0.247%
56 13.457 1793 1797 1803 rVWV 56430 86562 1.46% 0.277%
57 13.552 1805 1813 1816 rVV2 26274 50368 ©0.85% 0.161%
58 13.687 1829 1836 1839 rBV3 61650 103959 1.75% 0.332%
59 13.722 1839 1842 1846 rVvV 73751 101456 1.71% 0.324%
60 13.969 1879 1884 1889 rBV 754071 986147 16.60% 3.152%
61 14.034 1889 1895 1903 rVV 1460840 2100965 35.37% 6.715%
62 14.193 1918 1922 1927 rVB 177715 235602 3.97% 0.753%
63 14.269 1927 1935 1940 rBV5 31058 78912 1.33% 0.252%
64 14.375 1948 1953 1957 rVV5 21943 45818 0.77% ©0.146%
65 14.416 1957 1960 1968 rVB9 24119 60529 1.02% 0.193%
66 14.675 1999 2004 2009 rBV 315726 453435 7.63% 1.449%
67 14.763 2015 2019 2023 rVB 57606 70229 1.18% 0.224%
68 14.816 2023 2028 2035 rBV 190918 282548 4.76%  0.903%
69 14.934 2040 2048 2052 rVB2 108551 182374 3.07% 0.583%
70 15.040 2061 2066 2070 rBV 92604 130886 2.20% 0.418%
71 15.075 2070 2072 2080 rVB7 31774 46336 0.78% 0.148%
72 15.157 2080 2086 2094 rBV 52153 99251 1.67% 0.317%
73 15.340 2110 2117 2122 rBV2 31772 68831 1.16% 0.220%
74 15.422 2127 2131 2138 rVB4 35695 59374 1.00% 0.190%
75 15.698 2171 2178 2184 rBV3 75438 108237 1.82% 0.346%

76 15.798 2190 2195 2198 rBV 115170 156954 2.64% 0.502%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc :

ALS Vvial : 50 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-BN©91124.MA.M
Title : SVOA CALIBRATION

77 15.875 2203 2208 2213 rW 79701 113746 .92%  0.364%
78 16.128 2247 2251 2261 rVB6 21624 45496 0.77% ©.145%
79 16.451 2299 2306 2319 rBV 4291132 5939297 100.00% 18.983%
80 16.593 2326 2330 2336 rBV2 82470 118533 2.00% ©.379%

[y

81 16.645 2336 2339 2345 rVB2 34819 52452 ©.88% 0.168%
82 16.793 2357 2364 2376 rBV 1773473 2494243 42.00%  7.972%
83 16.893 2376 2381 2388 rVV 98161 175262 2.95% 0.560%
84 17.334 2450 2456 2460 rVV 70304 96014 1.62% 0.307%
85 17.381 2460 2464 2469 rVV3 21380 44099 0.74% 0.141%
86 17.504 2480 2485 2493 rBV2 54408 86775 1.46% 0.277%
87 18.028 2568 2574 2578 rBV 50192 72466 1.22% 0.232%
88 18.669 2679 2683 2685 rVV3 45885 64831 1.09% ©.207%
89 18.692 2685 2687 2693 rVV5 47203 52670 0.89% 0.168%
90 19.163 2763 2767 2769 rBV2 31645 42780 0.72% 0.137%
91 19.204 2770 2774 2780 rVV 108475 158909 2.68% ©.508%
92 19.798 2872 2875 2881 rVB2 35983 43168 0.73% 0.138%
93 19.869 2883 2887 2891 rBV 54717 69079 1.16% 0.221%
94 20.504 2991 2995 3000 rBV 105963 130615 2.20% ©0.417%
95 20.769 3037 3040 3044 rBV 54446 61640 1.04% ©.197%
96 21.028 3079 3084 3092 rBV 2044103 2825538 47.57% 9.031%
97 21.104 3093 3097 31@3 rVB 160102 217768 3.67% ©.696%
98 21.751 3203 3207 3218 rVB2 165655 316008 5.32% 1.010%
99 22.480 3327 3331 3341 rVB2 147204 271545 4.57%  0.868%

100 23.739 3536 3545 3553 rBV 1489246 3415966 57.51% 10.918%

Sum of corrected areas: 31287881
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034363.D\data.ms
4000000
3500000
3000000
2500000
2000000
1500000

10.140

1000000 7.381

500000

3.693 hm&ns 928053, 776. 534. sﬂmmw 581

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\AT\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ T T Tt

Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BN034363.D\data.ms
16.451

4000000
3500000
3000000

2500000 21.028

2000000 16.793
1500000 '
1000000
500000 104 21751 22480
R 193 Th8teas . 20.5mt7
813 CRERIL | 1 4uses) TEa e % 589317804 18.028  1BEORTS TS
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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: BN034363.D\data.ms

4000000
3500000
3000000
2500000
2000000
23.739
1500000
1000000

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.446 2.97 ng/ul 186802 1,4-Dichlorobenzene-d4 7.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 81
3 Nonane 128 C9H20 000111-84-2 59
4 Octane 114 C8H18 000111-65-9 47
5 Decane 142 C10H22 000124-18-5 47
Abundance Scan 435 (5.446 min): BN034363.D\data.ms (-429) (-) m/z 43.05 100.00%
3.0
5000
85.1
W NN ARV YV
5.20 5.40 5.60 5.80
128.1
0 ,,,208128,1‘ m/z 57.05 89.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14523: Nonane
43.0
5000 AM/\\
5.20 5.40 5.60 5.80
85.0 m/z 41.05 46.46%
L]z
O \H‘\}H‘HH’HH‘HH‘HH‘HH‘\H\’\H\’HH‘HH‘H\\‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14520: Nonane
43.0
e ERARERRTEELE
5.20 5.40 5.60 5.80
5000 m/z 85.10 35.41%
85.0
o L] s
HwH‘wH‘WHH‘HH‘HH_‘H_‘H“H‘“H‘_HW‘HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14521: Nonane R T AL
43.0 5.20 5.40 5.60 5.80
m/z 71.10 25.30%
5000
85.0
1280 J\/\
5 /\“‘/‘M
m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80

SFAM-EPA-BN@91124.MA.M Fri Oct 04 16:01:05 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.564 3.17 ng/ul 199303 1,4-Dichlorobenzene-d4 7.381

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59

4 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59

Abundance Scan 625 (6.564 min): BN034363.D\data.ms (-617) (-) m/z 57.05 100.00%

57.0

ii

5000
105.1
6.20 6.40 6.60 6.80
142.1
0 ‘_H“MMm‘“‘H‘_HM_HW‘,wﬁ??ﬁ"waw%’?ﬂf m/z 71.05 56.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22071: Octane, 4-ethyl-
57.0
5000
6.20 6.40 6.60 6.80
112.0 m/z 40.95 41.35%
UL o
0\‘\\\\‘\\\ “\‘\H‘\\\\‘\\\\‘\\\\‘H\\’\\\\’H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
PO e
6.20 6.40 6.60 6.80
5000 ITI/Z 43.10 40.20%
113.0
0}15f01§30
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0 6.20 6.40 6.60 6.80
m/z 56.00 25.84%
5000
JE0 | | 130 501030
e e e e e e e e S e
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Butanoic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.922 2.99 ng/ul 188297 1,4-Dichlorobenzene-d4 7.381

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 58
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 58
3 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 53
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 47
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 47
Abundance Scan 686 (6.922 min): BN034363.D\data.ms (-682) (-) m/z 70.95 100.00%
71.0
131.9
5000 a1lo
6.60 6.80 7.00 7.20
1.0 .
ob— "\M!“H\M‘ ’ u?,%m L o Aero Bl 47 43.00  52.46%
miz-> 50 100 150 200 250
Abundance #24129: Butanoic acid, butyl ester
71.0
4110 6.60 6.80 7.00 7.20
m/z 89.00 52.05%
H || tovo
O T T ‘\ ‘\‘ "\ \“ T H " T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #24131: Butanoic acid, butyl ester
71.0 /\
R
6.60 6.80 7.00 7.20
5000 41,0 m/z 131.95 46.22%
I e
0 H‘Wl‘,lﬂw‘iﬂ‘ —
miz--> 50 100 150 200 250
Abundance #75747: Butanoic acid, octyl ester  RRAREE e  RRRRD!
43.0 6.60 6.80 7.00 7.20
m/z 56.00 41.53%
89.0
5000
Ll e
ob—Adbpp e M A e e A Rt
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.028 10.02 ng/ul 630918 1,4-Dichlorobenzene-d4 7.381

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 89
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 58
3 Tridecane 184 C13H28 000629-50-5 58
4 Dodecane 170 C12H26 000112-40-3 53
5 Tridecane 184 C13H28 000629-50-5 53
Abundance Scan 704 (7.028 min): BN034363.D\data.ms (-698) (-) m/z 57.10 100.00%
57.1
5000
105.0
6.80 7.00 7.20 7.40
9.4) 142.1
Olerrrre ‘U: Hu A POl 2L 1929 7 43.65  89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0
71.0 6.80 7.00 7.20 7.40
m/z 41.10 45.59%
O \1\5\.9\‘}‘\\“‘}\\‘!“\\“\\‘1\\9\9“‘.(\)\\‘\‘\\\]-\4‘%.\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
e e RRRREEE A
6.80 7.00 7.20 7.40
m/z 71.05 40.19%
5000 850 /
29.0 141.0
O b 11301690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0 6.80 7.00 7.20 7.40
m/z 105.00  29.20%
5000
20.0 85.0
| H | 1120 1410 1840
O bl el A o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.464 7.39 ng/ul 465225 1,4-Dichlorobenzene-d4 7.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 778 (7.464 min): BN034363.D\data.ms (-772) (-) m/z 57.10 100.00%
57.1
- /k,AJAJ\/\VAJxAJ/&
‘ 1121 7.20 7.40 7.60 7.80
bl b 22t 20900 4, 41,00 35.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 UL B IR B IR
7.20 7.40 7.60 7.80
29.0 83.0 m/z 43.05 34.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
T e
7.20 7.40 7.60 7.80
5000 ITI/Z 55.00 26.73%
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15685: 1-Hexanol, 2-ethyl- e EBARARwaEs SR
57.0 7.20 7.40 7.60 7.80
m/z 56.05 21.90%
5000
83.0
29.0
| ‘ ‘ 112.0
YNNI e O g | PUISVCY, VR, W, V)8
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.611 5.97 ng/ul 375877 1,4-Dichlorobenzene-d4 7.381

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83

4 Tridecane 184 C13H28 000629-50-5 78
5 Undecane 156 C11H24 001120-21-4 76

Abundance Scan 973 (8.611 min): BN034363.D\data.ms (-968) (-) m/z 57.05 100.00%

57.0
5000
85.0

8.20 8.40 8.60 8.80 9.00
\‘ H\ \‘ \‘ \\1131 1561 192.9 43.05 79.97%
Ot P e e m/z

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane
57.0

5000
820840860880900
85.0 m/z 71.10 46.01%

29.0
‘\‘\‘\\“M H“\\“i\‘l‘\\\H‘]\-\]_E.‘O\‘\\\‘\%?16"\0\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167 Carbonic acid, prop-1-en-2-yl tetradecyl ester
7.0
‘mwuwm,uuw
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 40.01%
85.0
o H‘ |10 1400 168.0 1960 241.c
WH_mwu‘mwmwMWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

#178958: Carbonic acid, prop-1-en-2-yl tridecyl ester R AR

57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.85  27.45%
5000
85.0
ol h M 1110 1540 1820 2270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.969 9.39 ng/ul 986147  Acenaphthene-dile 14.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 78
2 2-Ethylhexyl mercaptoacetate 204 C1eH2002S 007659-86-1 78
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64

Abundance Scan 1884 (13.969 min): BN034363.D\data.ms (-1879) (- | m/z 57.05 100.00%

57.0
5000

1121
H ‘8\70 | 14311601 2122 1400
Ol g L 14311691 2122 L. 71 65 75.62%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59063: Undecane, 4,6-dimethyl- J\\
57.0
5000

14.00
43.05 39.20%

29.0 85.0 113.0
\\\’\‘\‘\\“‘\\\H‘\\‘\\‘1‘\\\’\\\\‘\\]\-\4‘]-\\0\\‘\\\]\-‘8\4\(\)\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0

o

14 00
5000 41.05 30.22%
29.0 83.0 112.0
Obeeey bbb bbb 1459 1720
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0 14.00

m/z 70.10  19.65%

5000
29'0‘ ‘ 850 113.0
ob Ll ] N

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Silane, trimethyl-2-naphtha... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.193 2.24 ng/ul 235602  Acenaphthene-di10 14.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 50
2 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 208 C13H16N2 1000261-34-8 46
3 Benzaldehyde, 3-bromo- 184 C7H5Bro 003132-99-8 43
4 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 38
5 4-Chlorothieno[2,3-b]pyridine-N-... 185 C7H4C1NOS 025557-54-4 38
Abundance Scan 1922 (14.193 min): BN034363.D\data.ms (-1918) (- | m/z 185.10 100.00%
185.1
5000
w02 R R
115.0 . .
77.0 .
39.0 “wu”w“”wwW_W?%ln- m/z 170.10  61.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76014: Silane, trimethyl-2-naphthalenyl-
185.0
5000 \ 1 /yA“*A
14.00 14.50
m/z 200.20 28.60%
\’\\\\‘\\\\‘HH‘H!\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75975: 1H-Pyrazole, 5-(t-butyl)-3-phenyl-
185.0 \ Am
A —
14.00 14.50
5000 m/z 155.10 18.29%
41.0
‘ 115.0145.0
O‘V‘HMHM‘”NM‘WWWHW_W‘M‘JMHH‘“‘N‘HW‘H‘_‘H_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59336: Benzaldehyde, 3-bromo- U“‘ i —
185.0 14.00 14.50
m/z 186.10 15.82%
155.
5000 50.0 550
o,%‘)w?o NP PR
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

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 9 Naphthalene, 1,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.816 2.69 ng/ul 282548  Acenaphthene-di10 14.034
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 46
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 46

Abundance Scan 2028 (14.816 min): BN034363.D\data.ms (-2023) (- | m/z 185.10 100.00%
185.1
5000 J\A
155.1
128.0 14 50 15 00
43.0 77.0 “‘L
ol 30 TR 2020, ) iw‘we“w??:?’ m/z 170.05 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
5000 AL 4
14.50 15.00
m/z 200.20 31.72%
o 51.0 840 128.0 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0 Aﬂ\
14. 50 15 00
5000 ITI/Z 155.05 25.11%
128.0
ol 410 630 8501060 " 14 1
e e R L
m/z--> 20 40 60 80 100 120 140 160 180 200 /\AW
Abundance #45533: Naphthalene, 1,6,7-trimethyl- =4 e Eamamand
170.0 14.50 15.00
m/z 186.10 17.03%
5000
270 510 760 1020 1280 | | A
R R Ama S e S el s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\

BN©34363.D

: @3 Oct 2024 09:58
: RC/JU
. P4018-04DL 20X

: 50 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M

: SVOA CALIBRATION

: 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 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.751  2.24 ng/ul 316008 Chryseme-diz 21.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 83

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2

000556-71-8 74
000556-71-8 64
038147-00-1 50
006398-62-5 37

Abundance Scan 3207 (21.751 min): BN034363.D\data.ms (-3203) (- | m/z 73.00 100.00%
73.0
147.0 2211
5000 355.1
429.1 —— ——
| | L 503.2 21.50 22.00
O brrtptrtisbopedprp o L e m/z 147.00  82.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
7“ 0 147.0 221.0
5000 — —
355.0 21.50 22.00
\ ‘ 443.0 m/z 221.10 79.67%
O\\\‘\J“\\\\‘\\\‘\‘\\\\h‘ﬁ\\\\l‘t\l\\\‘\\H&‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
— —
355.0 21.50 22.00
- m%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl- P ——
73.0 429.0 21.50 22.00
m/z 355.05 43.89%
147.0
R A PR ik 8830 BSLC ] e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN@34363.D

Acqg On : 03 Oct 2024 09:58
Operator : RC/JU

Sample : P4018-04DL 20X
Misc

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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... 5.446 3.0 ng/ul 186802 1 7.381 1259210 20.0
(DEL) Alkane: S... 6.564 3.2 ng/ul 199303 1 7.381 1259210 20.0
Butanoic acid, 6.922 3.0 ng/ul 188297 1 7.381 1259210 20.0
(DEL) Alkane: S... 7.028 10.0 ng/ul 630918 1 7.381 1259210 20.0
1-Hexanol, 2-et... 7.464 7.4 ng/ul 465225 1 7.381 1259210 20.0
(DEL) Alkane: S... 8.611 6.0 ng/ul 375877 1 7.381 1259210 20.0
(DEL) Alkane: S... 13.969 9.4 ng/ul 986147 3 14.034 2100970 20.0
Silane, trimeth... 14.193 2.2 ng/ul 235602 3 14.034 2100970 20.0
Naphthalene, 1,... 14.816 2.7 ng/ul 282548 3 14.034 2100970 20.0
Hexasiloxane, t... 21.751 2.2 ng/ul 316008 5 21.028 2825540 20.0
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