LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc :

ALS Vvial : 12 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: BGO62949.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.954 145 147 148 rBV3 5506 3177 0.33% 0.047%
2 4.477 235 236 239 rBV 5496 4238 0.43% 0.062%
3 4.712 274 276 277 rBV 3563 2721 0.28% 0.040%
4 5.035 328 331 332 rBV2 3345 3095 0.32% 0.046%
5 5.088 338 340 344 rBV4 2840 2929 0.30% 0.043%
6 5.393 390 392 395 rVB2 2944 2539 0.26% 0.037%
7 5.428 395 398 399 rBV2 2683 3034 0.31% 0.045%
8 5.663 436 438 442 rVB2 3613 3344 0.34% 0.049%
9 5.810 460 463 464 rBv2 3677 3623 0.37% 0.053%
106 5.887 469 476 483 rBV5 18008 36966 3.79% 0.544%
11 6.251 536 538 541 rBv4 5203 6178 0.63% 0.091%
12 6.357 551 556 558 rBvV5 7745 8865 0.91% 0.130%
13 6.433 564 569 572 rBV5 8302 14400 1.48% 0.212%
14 6.474 574 576 579 rBvV2 3113 4217 0.43% 0.062%
15 6.603 594 598 599 rBV2 3957 3674 0.38% 0.054%
16 6.656 604 607 608 rBv2 3781 4209 0.43% 0.062%
17 6.692 612 613 615 rVB 5536 2620 0.27% 0.039%
18 6.739 619 621 622 rBv2 6095 4397 0.45% 0.065%
19 6.856 633 641 645 rBV5S 14142 33584 3.44% 0.494%
20 6.909 648 650 654 rVw2 13203 15879 1.63% 0.234%
21 7.027 664 670 674 rBV5 34040 66182 6.78% 0.974%
22 7.085 677 680 687 rvB2 12655 19832 2.03% 0.292%
23 7.185 694 697 702 rVB2 12898 19435 1.99% 0.286%
24 7.244 702 707 711 rBV5 15005 22033  2.26% 0.324%
25 7.485 743 748 756 rVB3 91457 161385 16.53% 2.374%
26 7.855 804 811 817 rBV2 156268 277882 28.46%  4.088%
27 7.920 819 822 828 rVW3 23596 37974 3.89% 0.559%
28 7.967 828 830 839 rVB6 12059 21815 2.23% 0.321%
29 8.113 853 855 856 rBV2 4723 2928 0.30% 0.043%
30 8.202 868 870 872 rBv2 4263 4088 0.42% 0.060%
31 8.237 874 876 878 rvB2 5365 3189 0.33% 0.047%
32 8.284 878 884 888 rBV3 13852 27827 2.85% 0.409%
33 8.348 892 895 896 rBv3 6523 6184 0.63% 0.091%
34 8.448 909 912 915 rvB4 11517 14134 1.45% 0.208%
35 8.495 916 920 921 rBV3 17663 21636  2.22% 0.318%
36 8.619 937 941 945 rBv4 16463 25511 2.61% 0.375%

SFAM-EPA-BGO91724 .MA.M Fri Sep 20 02:20:34 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc :

ALS Vvial : 12 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 8.813 969 974 977 rBV2 10595 19410 1.99% 0.286%
38 8.860 979 982 985 rvB4 10730 12120 1.24% 0.178%
39 8.924 991 993 994 rBV2 4469 2829 0.29% 0.042%
40 9.083 1016 1020 1026 rVB2 78109 114848 11.76% 1.689%
41  9.206 1032 1041 1046 rBV9 10691 31982 3.28% 0.470%
42 9.729 1123 1130 1135 rBV7 22452 45426 4.65% 0.668%
43 10.000 1173 1176 1180 rVB5 7936 11003 1.13% 0.162%
44 10.035 1180 1182 1184 rBV3 4072 4258 0.44% 0.063%
45 10.334 1229 1233 1239 rBV6 10823 17851 1.83% 0.263%
46 10.411 1243 1246 1248 rBv2 2758 2993 0.31% 0.044%
47 10.475 1252 1257 1259 rBV3 3391 4529 0.46% 0.067%
48 10.646 1276 1286 1292 rBV 209953 426160 43.65% 6.269%
49 10.769 1302 1307 1308 rBv4 18301 22267 2.28% 0.328%
50 10.916 1328 1332 1334 rBV3 3857 4881 0.50% 0.072%
51 11.022 1345 1350 1356 rVB3 36055 59863 6.13% ©0.881%
52 11.151 1366 1372 1377 rBv4 15163 24944 2.56% 0.367%
53 11.263 1388 1391 1394 rBV3 4502 5949 0.61% ©0.088%
54 11.363 1401 1408 1410 rBV4 6495 14172 1.45% 0.208%
55 11.551 1436 1440 1441 rBV3 7384 9551 ©0.98% 0.140%
56 11.674 1457 1461 1466 rBV2 16644 24806 2.54% 0.365%
57 11.909 1497 1501 1505 rBV2 14313 21465 2.20% 0.316%
58 11.980 1511 1513 1517 rVvB3 4408 3545 0.36% 0.052%
59 12.074 1521 1529 1532 rBvV2 25391 48834 5.00% 0.718%
60 12.314 1565 1570 1575 rVB3 38821 62261 6.38% 0.916%
61 12.520 1603 1605 1612 rVB4 8157 12276 1.26% 0.181%
62 12.643 1624 1626 1629 rBV3 3805 4315 0.44% 0.063%
63 12.667 1629 1630 1631 rBV3 4312 2705 0.28% 0.040%
64 12.978 1679 1683 1685 rBV4 4842 6790 0.70% 0.100%
65 13.025 1689 1691 1694 rBV3 10147 10491 1.07% 0.154%
66 13.313 1735 1740 1749 rBV2 32660 59507 6.10% ©0.875%
67 13.372 1749 1750 1753 rVB 7086 4245 0.43% 0.062%
68 13.407 1753 1756 1759 rBV3 5152 6676 0.68% 0.098%
69 13.807 1819 1824 1829 rBVS5 16223 32055 3.28% 0.472%
70 13.889 1836 1838 1845 rVB2 39081 53293 5.46% 0.784%
71 14.394 1920 1924 1928 rVB4 38938 51380 5.26% ©.756%
72 14.488 1934 1940 1946 rVB 334987 518102 53.07% 7.621%
73 14.841 1996 2000 2002 rBV5 7125 9852 1.01% 0.145%
74 15.011 2026 2029 2037 rVB8 9582 20005 2.05% 0.294%
75 15.082 2039 2041 2042 rBV2 7620 6107 0.63% 0.090%
76 15.117 2044 2047 2052 rVB5 44574 66863 6.85% 0.984%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS Vvial : 12 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 15.346 2083 2086 2091 rVB2 39878 51835 5.31% 0.763%
78 15.481 2105 2109 2115 rVB2 52982 80028 8.20% 1.177%
79 16.210 2229 2233 2235 rBV 47446 59207 6.06% 0.871%

80 16.891 2343 2349 2363 rBV 628160 976271 100.00% 14.361%

81 17.003 2365 2368 2373 rVB3 32314 43520 4.46% 0.640%
82 17.238 2402 2408 2417 rVB 445513 679394 69.59%  9.994%
83 17.338 2421 2425 2429 rVB2 62188 88781 9.09%  1.306%
84 17.738 2490 2493 2498 rVB2 33553 43224  4.43% 0.636%
85 18.437 2608 2612 2615 rVB3 28642 33170 3.40% ©0.488%
86 19.065 2717 2719 2726 rVB6 23351 41235 4.22% 0.607%
87 19.629 2811 2815 2822 rVB 85680 138931 14.23% 2.044%
88 20.675 2991 2993 2995 rBV3 16285 14554  1.49% 0.214%
89 21.163 3073 3076 3082 rVB4 47387 60117 6.16% 0.884%
90 21.486 3126 3131 3141 rVB 488193 809941 82.96% 11.914%

91 24.530 3640 3649 3663 rBV 338600 921404 94.38% 13.554%

Sum of corrected areas: 6797945
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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: BG062949.D\data.ms
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500000

400000
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100000

0 71260 .
Time--> 350 4.00 450 500 550

I A\ by A
.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062949.D\data.ms

16.891
600000

21.486
500000
17.238

400000
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300000

200000

100000

17.38 18.437 19,065
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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: BG062949.D\data.ms
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500000
400000
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300000
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100000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG@62949.D

Acqg On : 19 Sep 2024 18:49

Operator : JU/RC

Sample : P3878-15MEDL 10X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: 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 6
R.T. EstConc Area Relative to ISTD R.T.
s.887  2.66 ng/ul 36966  1,4-Dichlorobenzene-dd  7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 oo 060111-84-2 53

2 Undecane 156 C11H24 001120-21-4 50
3 Decane 142 C1OH22 000124-18-5 40
4 Octane 114 C8H18 000111-65-9 40
5 Tridecane 184 C13H28 000629-50-5 40

Abundance Scan 476 (5.887 min): BG062949.D\data.ms (-469) (-) m/z 57.10 100.00%
571.1

5000

=

5.60 5.80 6.00 6.20

129.9
,ul‘w,mmH‘2‘99:9““2‘9‘5"‘1“Wm_w““??‘" m/z 43.10  94.39%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14522: Nonane
43.0
5000

5.60 5.80 6.00 6.20
m/z 41.10 49.73%

]9,

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33079: Undecane

L

5.60 5.80 6.00 6.20
5000 m/z 55.20 41.23%

156.0

\“\JH‘M |

m/z--> 0 50 100 150 200 250 300 350 400 450

e

Abundance #22069: Decane
43.0 5.60 5.80 6.00 6.20
m/z 85.10 34.58%
5000
9.0
,‘W,zom
m/z--> 0 50 100 150 200 250 300 350 400 450 5.60 5.80 6.00 6.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Library Search Compound Report

Data File : BG@62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 2 unknown-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.856 2.42 ng/ul 33584 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, heptyl ester 192 C9H17C102 034589-22-5 28
2 2-Butanone, 1-chloro- 106 C4H7C10 000616-27-3 25
3 4-[5-(Chloromethyl)-1,3,4-oxadia... 216 C6H5C1N403 1000443-67-4 17
4 N-(2,2-Dichloro-1-hydroxy-ethyl)... 213 C7H13C12NO2 058956-78-8 9
5 .beta.-Chlordene 336 C10H6C16 056534-03-3 4
Abundance Scan 641 (6.856 min): BG062949.D\data.ms (-633) (-) m/z 57.20 100.00%
57.2
5000
212.1
120 1 444.. 6.60 6.80 7.00 7.20
b Ly ]y 2718 ! g
b e m/z 41.10 49.05%

mlz--> 50 100 150 200 250 300 350 400
Abundance #67399: Chloroacetic acid, heptyl ester
57.0
121.0 JIATATAY

5000 A AR
MH\‘ H

—
=

6.60 6.80 7.00 7.20
m/z 43.05 45.79%

177.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #5642: 2-Butanone, 1-chloro-

o
«©
o

6.60 6.80 7.00 7.20

5000 m/z 70.10  37.56%
77.0
wMu‘M‘HH_MWH_m_m_m_m‘
miz--> 50 100 150 200 250 300 350 400
Abundance #94638: 4-[5-(Chloromethyl)-1,3,4-oxadiazol-2-yl]-3-meth
80.0 6.60 6.80 7.00 7.20
m/z 91.10 32.80%
5000
186.0
(\JJ
m/z--> 5 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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 1
R.T. EstConc Area Relative to ISTD R.T.
7.485 11.62 ng/ul 161385 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 86
3 Decane 142 C10H22 000124-18-5 78
4 Undecane 156 C11H24 001120-21-4 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 748 (7.485 min): BG062949.D\data.ms (-743) (-) m/z 43.10 100.00%
43.1
5000
%9 1 2911 430, 7.20 7.40 7.60 7.80
b 2211 28013362 4300 o o gg 78y
mlz--> 50 100 150 200 250 300 350 400
Abundance #22068: Decane
43.0
5000

7.20 7.40 7.60 7.80
m/z 41.05 60.70%

‘\ “ P

m/z--> 50 100 150 200 250 300 350 400
Abundance #22067: Decane

43.0 AWM

(L L L R R AL B

7.20 7.40 7.60 7.80

5000 m/z 71.20 42.31%
\ o 1420
I | d
ik ““‘H“““‘H““““H“““‘_“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #22069: Decane
43.0 7.20 7.40 7.60 7.80

m/z 55.10  27.94%

5000
M0 a0

m/z--> 50 100 150 200 250 300 350 400 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 : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.920 2.73 ng/ul 37974 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene 112 C8H16 000111-67-1 43
2 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 38
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 32
4 6-Methyl-2-heptanol, trifluoroac... 226 C10H17F302 1010365-05-8 32
5 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 28

Abundance Scan 822 (7.920 min): BG062949.D\data.ms (-819) (-) m/z 57.15 100.00%

57.1
5000 T

‘ “ 1487 2365 462. 7.60 7.80 8.00 8.20
ey T ) m/z 55.10  51.96%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7494: 2-Octene
53.0

5000 AR RSN RARRE
7.60 7.80 8.00 8.20
112.0 m/z 43.10  48.27%
“L\‘Mm‘ML“M“‘\H“\‘H‘w“ww“‘w““w‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance #60805: Oxirane, [[(2-ethylhexyl)oxy]methyl]-
57.0
*w”*ﬂwk**w**w*wﬁ$
7.60 7.80 8.00 8.20
5000 m/z 56.20 38.56%
‘ ‘ 112.0
*JMLLM“MWA**w****\****\H‘*w***‘\**ww****\**
miz--> 50 100 150 200 250 300 350 400 450
Abundance #7539: 1-Heptene, 3-methyl-
55.0 7.60 7.80 8.00 8.20

m/z 41.10  38.25%

5000
L | |112.0

m/z--> 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

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 1,3-Cyclohexanedione, 5,5-d... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.284 2.00 ng/ul 27827 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 47
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 47
4 Propanenitrile, 2-(dimethylamino)- 98 C5H10N2 005350-67-4 42
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 38
Abundance Scan 884 (8.284 min): BG062949.D\data.ms (-878) (-) m/z 83.10 100.00%
83.1

2

5000
8.00 8.20 8.40 8.60
178.0 545.!
- H“‘\ WSS 2rrs AL TN m/z 41.10 68.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21258: 1,3-Cyclohexanedione, 5,5-dimethyl-
83.0
5000 LU L B B R
8.00 8.20 8.40 8.60
m/z 55.10 55.26%
‘\\"\‘Jl‘l\i\\“\’]\-‘%\‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
S ARRRAR SRR
8.00 8.20 8.40 8.60
5000 m/z 56.20 41.96%
5.
UL e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60
m/z 69.05 32.30%
5000
15.#;\\‘14&.0”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.083 8.27 ng/ul 114848 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 68
2 Decane, 2-methyl- 156 C11H24 006975-98-0 58
3 Hexadecane 226 C16H34 000544-76-3 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 1020 (9.083 min): BG062949.D\data.ms (-1016) (-) m/z 57.10 100.00%
57.1

5000
‘ ‘ 1562 2513 361.8 5105 8.80 9.00 9.20 9.40
‘\\\“‘\“J\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/z 43.16 99.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33077: Undecane
57.0
5000
8.80 9.00 9.20 9.40
m/z 41.10 67.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33087: Decane, 2-methyl-
43.0
e A A
8.80 9.00 9.20 9.40
5000 m/z 71.10 58.48%
‘ P130
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0 8.80 9.00 9.20 9.40
m/z 85.15 27.87%
5000
H ||, 127.0 2260
_“w“H“H“H“_“w“u“u“u“M“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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 7 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.206 2.30 ng/ul 31982 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 piperazin-1-yl(m-tolyl)methanone 204 C12H16N20 1000455-18-3 25
2 piperazin-1-yl(p-tolyl)methanone 204 C12H16N20 1000455-18-2 25
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 14
4 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 10
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 10

Abundance Scan 1041 (9.206 min): BG062949.D\data.ms (-1032) (-) m/z 57.20 100.00%
571.2

119.1

5000
408.9

-

522.
221.3 2830 ‘ 8.80 9.00 9.20 9.40 9.60

,‘ ‘w“w‘kw‘_‘ﬂw"H“H‘W“w“u,u‘ m/z 105.20  99.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79765: piperazin-1-yl(m-tolyl)methanone
119.0
56.
5000
8.80 9.00 9.20 9.40 9.60
204.0 m/z 119.10 74.98%

HIJ |h I ’

" L
’\\\\‘\1\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79764: piperazin-1-yl(p-tolyl)methanone
119.0

e

8.80 9.00 9.20 9.40 9.60
5000 56. m/z 73.00 64.33%

‘ 204.0
bl |

’\\\\‘\\\\‘\ \\‘\\‘\ T ‘ LU ‘ TT 1T ‘ TTTT ‘ TTTT ’ LU ’ LU ’ TTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #148416: Hexadecane, 1-chloro-

57.0 8.80 9.00 9.20 9.40 9.60

m/z 54.90 61.67%

3

901750 2600

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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 8 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.022 2.81 ng/ul 59863 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 78
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
3 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 25
4 Cyclopentanamine 85 C5H11N 001003-03-8 25
5 Cyclopentanamine 85 C5H11IN 001003-03-8 9

Abundance Scan 1350 (11.022 min): BG062949.D\data.ms (-1345) (- m/z 56.05 100.00%

56.0
5000
145.1 11.00
237.3 3255 4056 527..
m/Z 69.10 45.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
568.0
5000 /"AA ‘ A | AAMNM

11.00
“ m/z 71.10 42.82%
.

i 1

‘\Hr’ru'ww'\u‘\\H“HH‘H\\’HH’HH‘\\H‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-

=
5
4]
o

56.0
11.00
5000 m/z 57.20 32.16%
|| 128.0
T P T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5005: 1-Pentanol, 4-methyl-
56.0 11.00
m/z 43.10 31.50%
5000
M\WUMHW\H\M\H‘H\wu\w\u\w\u‘u\w\u\w\u
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

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 9 Silane, trichlorooctadecyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.074 2.29 ng/ul 48834  Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
2 Tetradecane 198 C14H30 000629-59-4 64
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64

Abundance Scan 1529 (12.074 min): BG062949.D\data.ms (-1521) (- m/z 41.10 100.00%
41.1

5000 JLM
W ity

112.2
167.9 220 8 313 4 391.3 455.
TTT "‘ “ \‘ \‘ ‘I‘ J ‘\“\ T ’ \”\‘\ T ‘ T \ T ‘ T ‘\ ‘ \ T \ T ‘ TTT \ ‘ TT T ‘ \ ‘\ m/z 57'16 97'05%

mlz--> 50 100 150 200 250 300 350 400 450
Abundance #292194: Silane, trichlorooctadecyl-

57.0 ' '
5000

12.00
m/z 43.10 84.66%

13.
x‘_ L0, 1750 2310 3030 3860
\\\\’\\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74005: Tetradecane
57.0

12.00
5000 m/z 71.05 76.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0 12.00

m/z 85.10 47.85%

5000
““““,“1“‘1\1“2‘?‘,“~‘~wwwwwww nA/\M‘AM\‘ﬂ‘

m/z--> 50 100 150 200 250 300 350 400 450 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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 10 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.315 2.92 ng/ul 62261 Naphthalene-d8 10.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylpent-2-en-1-0l 114 C7H140 1000195-06-9 38
2 4,5-Octanedione 142 C8H1402 005455-24-3 38
3 Butanoic acid, 2-methylbutyl ester 158 C9H1802 051115-64-1 38
4 Propan-1,3-dioic acid, di[3-meth... 244 C13H2404 064617-96-5 38
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 37

Abundance Scan 1570 (12.314 min): BG062949.D\data.ms (-1565) (-  m/z 71.10 100.00%

71.1
5000 142.2

12.00 12.50
m’m | \l‘ \‘n \260 6 3299 437.5 542.1

W M e e e m/z 41.05 64.69%
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #8571: 3,4-Dimethylpent-2-en-1-ol

71.0

I

%

5000 T
12.00 12.50

m/z 70.20 56.13%

\“\““‘l‘\lJ’\h‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22612: 4,5-Octanedione
71.0

12.00 12.50
5000 m/z 43.15 51.90%
142.0
N
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #35429: Butanoic acid, 2-methylbutyl ester
71.0 12. 00 12 50

m/z 142.15 45.97%

5000 A
U\‘.nm 128.0 ‘A‘M : M/\A

m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BGO62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.313 2.30 ng/ul 59507  Acenaphthene-d10 14.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
2 Undecane, 4-ethyl- 184 C13H28 017312-59-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Nonane 128 C9H20 000111-84-2 58

Abundance Scan 1740 (13.313 min): BG062949.D\data.ms (-1735) (- m/z 57.05 100.00%
57.0

w Ll
[ L

1181 13.00 13.50

230.6
AT 2306 2048 37154280 5100 ., 43,19 85.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #292194: Silane, trichlorooctadecyl-
57.0

—
:

£
z
<

Mg

5000 T T
1300 13.50

m/z 71.10 70.14%

\“ I h 1, 175.0231.0 303.0 386.0

\\r\‘\\H“\\‘\\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #59033: Undecane, 4-ethyl-
43.0

?

13.00 13.50
5000 m/z 85.05 47.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #74005: Tetradecane

57.0 13.00 13.50

m/z 41.10 36.55%

L ©
r O
[
[4)]
— o
o

5000

|| (30, 1e80

! ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

-
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Library Search Compound Report

Data File : BG@62949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M

: SVOA CALIBRATION

¢ 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.346 2.00 ng/ul 51835  Acenaphthene-d10 14.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 53
4 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 47

Abundance Scan 2086 (15.346 min): BG062949.D\data.ms (-2083) (- m/z 57.10 100.00%

57.1
5000
1556 i5%d
13.1 169.4 2388 413.2 469. : :
H“‘\‘HH“\n‘\“\‘\‘H‘\”\‘\H\‘HH‘HH‘HH‘HH‘\H m/Z 71.10 95.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 s ol m”
15.00 15.50
m/z 43.10 94.63%
113.0
\“\‘\“\‘1\‘\“‘\\\\‘\]-\8\4\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— —r
15.00 15.50
5000 ITI/Z 55.05 52.39%
113.0
ALY 1m0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #193304: 1-lodo-2-methylundecane o ——
57.0 15.00 15.50
m/z 41.10 46.94%
[l msoase0 a0 o il it
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062949.D

Acqg On : 19 Sep 2024 18:49
Operator : JU/RC

Sample : P3878-15MEDL 10X
Misc

ALS Vvial : 12  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... 5.887 2.7 ng/ul 36966 1 7.861 277882 20.0
unknown-01 6.856 2.4 ng/ul 33584 1 7.861 277882 20.0
(DEL) Alkane: S... 7.485 11.6 ng/ul 161385 1 7.861 277882 20.0
(DEL) Alkane: S... 7.920 2.7 ng/ul 37974 1 7.861 277882 20.0
1,3-Cyclohexane... 8.284 2.0 ng/ul 27827 1 7.861 277882 20.0
(DEL) Alkane: S... 9.083 8.3 ng/ul 114848 1 7.861 277882 20.0
unknown-02 9.206 2.3 ng/ul 31982 1 7.861 277882 20.0
2,4-Dipropyl-5-... 11.022 2.8 ng/ul 59863 2 10.640 426160 20.0
Silane, trichlo... 12.074 2.3 ng/ul 48834 2 10.640 426160 20.0
unknown-03 12.315 2.9 ng/ul 62261 2 10.640 426160 20.0
(DEL) Alkane: S... 13.313 2.3 ng/ul 59507 3 14.488 518102 20.0
(DEL) Alkane: S... 15.346 2.0 ng/ul 51835 3 14.488 518102 20.0
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