LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN091224\
Data File : BN@33885.D

Acqg On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc :

ALS vial : 9 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@33885.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.375 60 66 71 rBV 25698 39688 1.46% 0.165%
2 3.711 114 123 128 rVWV 80643 143660 5.27% 0.598%
3 4.687 284 289 298 rW 36006 54690 2.01% 0.228%
4 5.558 430 437 444 rVB2 21740 33511 1.23% 0.139%
5 5.858 483 488 496 rBV 185270 273145 10.02% 1.136%
6 6.516 596 600 605 rvw2 22751 38957 1.43% 0.162%
7 6.569 605 609 612 rvv2 19557 27942 1.02% e0.116%
8 6.681 619 628 634 rVv3 75825 145796 5.35% 0.607%
9 6.846 649 656 660 rvv 41459 66658 2.44% 0.277%
10 6.940 668 672 679 rW 19054 32356  1.19% ©0.135%
11 7.028 683 687 699 rvB 53409 93259 3.42% ©.388%
12 7.134 699 705 713 rVB2 115990 189803 6.96% 0.790%
13 7.493 759 766 772 rVB 582119 888304 32.57% 3.696%
14 7.569 774 779 783 rBV2 25120 37284 1.37% ©.155%
15 7.916 832 838 844 rW 76293 123165 4.52% 0.512%
16 8.034 853 858 863 rVB4 30493 50266 1.84% ©.209%
17 8.087 863 867 870 rBvV2 20721 35732 1.31% 0.149%
18 8.128 870 874 876 rW5 27017 47128 1.73% 0.196%
19 8.157 876 879 882 rvv2 28504 41848 1.53% 0.174%
20 8.199 882 886 892 rVB 62127 98136 3.60%  0.408%
21 8.257 892 896 899 rBV 25153 37329 1.37% 0.155%
22 8.293 899 902 908 rvB2 19664 34601 1.27% 0.144%
23 8.375 911 916 923 rBvV2 22623 40490 1.48% 0.168%
24  8.487 931 935 940 rVB 20675 28519 1.05% ©0.119%
25 8.587 942 952 955 rBv4 19147 40006 1.47% 0.166%
26 8.628 955 959 965 rVB2 46043 76259  2.80% 0.317%
27 8.722 970 975 980 rVB 127224 176018 6.45% 0.732%
28 8.781 980 985 990 rBvV2 43161 67925  2.49%  0.283%
29 8.834 990 994 1000 rVB8 15938 33443 1.23% 0.139%
30 9.063 1027 1033 1037 rBV7 15080 30079 1.10% ©.125%
31 9.346 1076 1081 1087 rBV3 53236 102148 3.75% 0.425%
32 9.563 1113 1118 1123 rVB3 16988 29354 1.08% 0.122%
33 9.775 1150 1154 1158 rWV 89476 133264 4.89% 0.554%
34 9.881 1165 1172 1178 rVB 65515 121722 4.46% 0.506%
35 10.146 1211 1217 1225 rBV9 11741 31820 1.17% 0.132%

36 10.251 1225 1235 1242 rBV 819553 1416040 51.92% 5.891%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN091224\
Data File : BN@33885.D

Acqg On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc :

ALS vial : 9 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 10.393 1253 1259 1265 rBv2 89241 153506 5.63% 0.639%
38 10.475 1270 1273 1277 rVWW2 27173 44167 1.62% 0.184%
39 10.540 1277 1284 1285 rVV3 21171 40837 1.50% 0.170%
40 10.569 1285 1289 1294 rVB 32599 51647 1.89% 0.215%
41 10.781 1321 1325 1330 rVV3 19713 31281 1.15% ©.130%
42 11.175 1385 1392 1405 rBV5 32440 85075 3.12% 0.354%
43 11.298 1407 1413 1419 rBV4 27575 50460 1.85% 0.210%
44 11.704 1474 1482 1491 rBV 55407 97296 3.57% 0.405%
45 11.798 1493 1498 1505 rVV3 12816 29388 1.08% 0.122%
46 11.922 1512 1519 1525 rVB2 33251 58414 2.14% 0.243%
47 12.134 1548 1555 1563 rVVW5 22727 67900 2.49%  0.282%
48 12.545 1619 1625 1632 rVV6 15444 29579 1.08% ©.123%
49 12.687 1644 1649 1657 rVB3 22362 42579 1.56% 0.177%
50 12.981 1690 1699 1707 rBV 83986 125797 4.61% 0.523%
51 13.298 1746 1753 1754 rBv4 31130 52875 1.94% 0.220%
52 13.451 1775 1779 1784 rVV2 41445 67070 2.46% 0.279%
53 13.504 1784 1788 1793 rVv4 35012 59078 2.17% 0.246%
54 13.557 1793 1797 1802 rVB 140081 190102 6.97% 0.791%
55 13.645 1803 1812 1816 rBv2 24783 47982 1.76% 0.200%
56 13.692 1816 1820 1824 rBV3 26904 38207 1.40% ©.159%
57 13.822 1836 1842 1847 rVV2 136041 209780 7.69% 0.873%
58 14.069 1879 1884 1888 rBV 108846 138175 5.07% ©.575%
59 14.134 1889 1895 1903 rVV 1116624 1645885 60.35% 6.848%
60 14.245 1910 1914 1919 rVB 55151 74067 2.72% 0.308%
61 14.357 1927 1933 1940 rBV3 52966 115419 4.23% 0.480%
62 14.540 1956 1964 1968 rBV5 24380 53866 1.98% 0.224%
63 14.628 1975 1979 1983 rVB2 26408 37444 1.37% 0.156%
64 14.692 1986 1990 1994 rVB2 34027 43975 1.61% ©.183%
65 14.769 1998 2003 2008 rvv2 178198 261660 9.59% 1.089%
66 14.816 2008 2011 2015 rVB2 25120 34263 1.26% ©0.143%
67 14.939 2028 2032 2039 rVB5 16065 31060 1.14% 0.129%
68 15.028 2043 2047 2053 rVB 117692 145158 5.32% 0.604%
69 15.134 2060 2065 2071 rVB 181986 268819 9.86% 1.118%
70 15.257 2080 2086 2093 rBV5 49093 87942  3.22% 0.366%
71 15.439 2109 2117 2121 rBV 47144 99515 3.65% 0.414%
72 15.516 2126 2130 2137 rVB4 30594 59743 2.19% 0.249%
73 15.587 2137 2142 2146 rBv4 19952 33334 1.22% 0.139%
74 15.657 2149 2154 2159 rVB7 19229 36327 1.33% 0.151%
75 15.892 2189 2194 2197 rBV 144683 194811 7.14% 0.811%
76 16.245 2249 2254 2260 rBV5 19446 44457 1.63% 0.185%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN091224\
Data File : BN@33885.D

Acqg On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc :

ALS vial : 9 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 16.545 2299 2305 2316 rBV 1913309 2551558 93.56% 10.616%
78 16.686 2325 2329 2334 rBV 130524 170532 6.25% 0.709%
79 16.739 2334 2338 2345 rVB 55848 88123 3.23% 0.367%
80 16.892 2358 2364 2369 rBV 1440691 1984721 72.77% 8.257%
81 16.986 2375 2380 2391 rVB2 222716 337002 12.36% 1.402%
82 17.428 2450 2455 2459 rvwV 124316 152668 5.60% 0.635%
83 17.475 2459 2463 2467 rVWV 22290 37662 1.38% 0.157%
84 17.516 2467 2470 2475 rVB6 18336 29872 1.10% ©.124%
85 17.816 2517 2521 2528 rBV 176241 252786  9.27% 1.052%
86 18.122 2568 2573 2578 rBV 103817 135652 4.97% 0.564%
87 18.763 2678 2682 2690 rVB 90098 118063 4.33% 0.491%
88 19.116 2737 2742 2750 rBV2 74284 131984 4.84% 0.549%
89 19.298 2768 2773 2779 rVB 268658 371031 13.60% 1.544%
90 19.351 2779 2782 2786 rBV 66264 69252 2.54% 0.288%
91 19.892 2870 2874 2877 rBV 55146 60577  2.22%  ©.252%
92 20.392 2956 2959 2964 rVB2 44480 47123 1.73% 0.196%
93 20.863 3034 3039 3043 rBV3 190711 253930 9.31% 1.056%
94 21.127 3078 3084 3093 rBV 1810731 2540022 93.13% 10.568%
95 21.869 3207 3210 3220 rVB3 110687 243631 8.93% 1.014%
96 22.621 3333 3338 3347 rVB3 164585 314088 11.52% 1.307%
97 23.510 3484 3489 3498 rVB2 229570 497640 18.25% 2.070%
98 23.71@ 3518 3523 3533 rVB 189157 420352 15.41%  1.749%
99 23.904 3548 3556 3564 rBV2 1223344 2727331 100.00% 11.347%
100 24.598 3667 3674 3687 rVB2 236185 660876 24.23%  2.750%

Sum of corrected areas: 24035761
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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: BN033885.D\data.ms
1500000
1000000
10.251
7.493
500000
5.858 9
711 3 Agkw 9ag o
073;37‘5\ L ‘ L ‘4\.6\8\7\ ‘ L \5.‘5\5\8\ T ‘ L \iﬁ‘ UL ‘ T 1T ‘I?_,\M/\\h\ ‘ \\ T \7\\’\/7‘@'\%:\\/\’\6\,%%\6\ ‘iﬁi&;/—]\-‘ L ‘ L \?%?‘%%%T\%A#
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN033885.D\data.ms
16.545 21.127
1500000 16.892
14.134
1000000
500000
19.298 20.863 . 22.62
05,134 . 26986 7.816 mgeg
og. 13.569.822 '3 15.892 <080 17.428 "118.122  18.76M. 196351 19.892 20-392
s : 16205807 e | 1 ]
O o L e e S A e e L e s I L0 e s e
Time--> 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BN033885.D\data.ms
1500000 23.904
1000000

500000 23.ﬁ0/1 24.598

b A

N J A

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_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.711 3.23 ng/ul 143660  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 90
2 Butanoic acid 88 (C4H802 000107-92-6 90
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Pentanoic acid 102 C5H1002 000109-52-4 39
Abundance Scan 123 (3.711 min): BN033885.D\data.ms (-114) (-) m/z 60.00 100.00%
60.0
5000 /L
EAEEEEENEEESEEE
3% 670 3.40 3.60 3.80 4.00
bl bk P2 2829 2000 0 sz 72,95 33.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid
60.0
5000 I N RN R R
27.0 3.40 3.60 3.80 4.00
m/z 42.00 23.91%
0 ‘\\‘\\381.\0\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid
60.0
T T TR
3.40 3.60 3.80 4.00
5000 m/z 41.05 22.36%
27.0
0 8.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2275: Butanoic acid BARaa SRR
60.0 3.40 3.60 3.80 4.00
m/z 45.00 18.19%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (R)-(-)-2-Methyl-2,4-pentan... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.858 6.15 ng/ul 273145 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 Hexylene glycol 118 C6H1402 000107-41-5 90
4 Hexylene glycol 118 C6H1402 000107-41-5 90
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72
Abundance Scan 488 (5.858 min): BN033885.D\data.ms (-483) (-) m/z 59.00 100.00%
59.0
5000 /\\
 E ARmmmE R
85.1 5.60 5.80 6.00 6.20
O S8R L2088 o 4300 70.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10081: (R) (-)-2-Methyl-2,4-pentanediol
59.0
5000
560580600620
m/z 56.00  25.36%
85.0
O' “\‘\\\‘\‘\\\“\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10020: Hexylene glyco
59.0

5.60 5.80 6.00 6.20
5000 m/z 41.10 24.49%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance :

#10018: Hexylene glycol T T T T
59.0 5.60 5.80 6.00 6.20

m/z 44.95 19.88%

5000
310 ‘ 85.0
ol T 10

mwm‘mwm‘mWm‘mwHH,HH,HH,HH T T T T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30

Operator : JU/RC

Sample : P3878-14DL 10X

Misc

ALS Vial : 9 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 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
7.134 4.27 ng/ul 189803 1,4-Dichlorobenzene-d4 7.493
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane 156 C11H24 001120-21-4 72
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 705 (7.134 min): BN033885.D\data.ms (-699) (-) m/z 57.05 100.00%
57.0
‘1051 /\3307007207’40
T 1421 : = e ed b
ol p”u Llyl 1421 1029 281004365 92.48%
miz--> 50 100 150 200 250
Abundance #22068: Decane
43.0
5000 TT T T T[T T[T T T[T
6.80 7.00 7.20 7.40
85.0 m/z 41.00 49.86%
O T T “‘\ ‘\‘ ‘H‘\ ‘\‘ \‘\ “‘ \‘ T ]\.4\‘2"0\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
A EamEENTsa S
6.80 7.00 7.20 7.40
5000 m/z 71.10 38.25%
27.0
[LL L% 1m0 1es0
Y 0 N~ i
m/z--> 50 100 150 200 250
Abundance #33079: Undecane H“‘m“‘u“‘u,‘u/¥
57.0 6.80 7.00 7.20 7.40
m/z 85.10 24.36%
5000
27'0‘ H 980  156.0
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.916 2.77 ng/ul 123165 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 47
Abundance Scan 838 (7.916 min): BN033885.D\data.ms (-832) (-) m/z 83.00 100.00%
83.0
5000
41.0
140.1
‘ ‘ 2089 7.60 7.80 8.00 8.20
ok b da I L2088 2820 0 69,00 48.52%
miz--> 50 100 150 200 250
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L LI B I B R
410 7.60 7.80 8.00 8.20 )
140.0 m/z 55.00 45.38%
O T T m\ ‘1“ “H\ w ‘\“ T ‘h‘ T \‘ T ! ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
e A EEamaREn S
7.60 7.80 8.00 8.20
5000 41.0 m/z 55.95 35.39%
‘ 140.0
miz--> 50 100 150 200 250
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- B BARaRREs S SRR
83.0 7.60 7.80 8.00 8.20
m/z 41.05 30.08%
5000
41.0 140.0
ol bl L4 A
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.722 3.96 ng/ul 176018 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 975 (8.722 min): BN033885.D\data.ms (-970) (-) m/z 57.05 100.00%

57.0
- ML
e RMEERREEES
| ‘98.0 12701561 2079 ’ 8.40 8.60 8.80 9.00
Obrrerrbodl b i 22701861 2070 2810 . 43.05  86.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33078: Undecane
43.0
5000 L L B B IR I R |
8.40 8.60 8.80 9.00
85.0 m/z 71.00 43.62%
O f1‘2f7.0156-0’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0 A
R NRAREEER S
8.40 8.60 8.80 9.00
5000 m/z 41.05 42.98%
27"0 | | 990 1560
0 \‘\‘\\\“‘1\\\“\\“1\‘1\\\”‘\H‘H,m\\‘\\\1‘\\\\‘\\\Wm‘\m‘\m,\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane R e ARl
57.0 8.40 8.60 8.80 9.00
m/z 85.10 22.74%
5000
27.0
0 ‘\ \‘\ H\ “\ w\‘ 9?0‘ \1410 1840
 maaaE A e e AAARARsaaEsaa Sy
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.816 2.55 ng/ul 252786  Phenanthrene-die 16.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2521 (17.816 min): BN033885.D\data.ms (-2517) (- m/z 73.00 100.00%
73.0
43.0
5000 129.0
192.1
— ——
‘ ‘ ” 2712563 17.50 18.00
ob—— “h‘n ‘H!‘ \Hu ‘HM HM.L Loyl 162 P ‘h ‘ \‘ : m/z 43.05 83.82%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
17.50 18.00
97.0 1710 213.0 256.0 m/z 59.95 83.41%
ol i“‘ H!‘ H“\ MhH\ u‘\ il ‘ ‘ o ““\‘ A HE
miz—-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
ot e
17.50 18.00
5000 m/z 57.05 72.54%
129.0
213.0
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘“ Il M\ ‘wH“‘H“‘M \M\ T ‘ “‘ “‘ “‘u\‘ T ‘ “ ,
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid - ——
43.0 73.0 17.50 18.00
m/z 41.05 67.24%
5000 256.0
129.0
0— “‘ w‘ﬂ‘u HH‘ MHH \u‘\ gy ‘ ‘ ‘\‘u b \‘ — e
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Hexasiloxane, tetradecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.621 2.30 ng/ul 314088 Perylene-di12 23.904
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexasiloxane, tetradecamethyl- 458 (C14H4205Si6 000107-52-8 72
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 35
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 22
5 7-Methylimidazo[1,2-a]pyrimidin-... 221 C1@OH15N30Si 1010468-48-3 18

Abundance Scan 3338 (22.621 min): BN033885.D\data.ms (-3333) (- m/z 73.00 100.00%
3.0
5000
355.0
429.1 LT LT
‘ ‘ { 503.0 22.50 23.00
0‘Hq‘ww‘mq‘mwwuwﬂmq‘mhﬁhqwuw‘u‘ph‘wu‘wu‘_‘ m/z 147.00  78.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 J4702210
5000 e ——
355.0 22.50 23.00
‘ 443.0 m/z 221.10 74.54%
O\H‘\J“H‘H‘\H‘wH\T‘“d\\\\i‘\!\\‘\\l\¥‘LH\‘\H\‘HH‘\H\‘HH‘\H\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
R e
3550 22.50 23.00
h mo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide —— ——
147.0 22.50 23.00
m/z 355.00 33.52%
5000 281.0 Nwwwwmwwﬁﬂbwvwwmmmw
77.F
L S — — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Cyclononasiloxane, octadeca... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.516  3.65 ng/ul 497648 perylene-di2 23.904

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 91
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 87
3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 43
4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 38

5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 38
Abundance Scan 3489 (23.510 min): BN033885.D\data.ms (-3484) (- m/z 73.00 100.00%
73.0 147.0 991 1
5000
355.1
429.1 L
‘ { t 503.1 23.50
Ot e o b 20 m/z 147.00 85.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 —
23.50
m/z 221.05 82.68%
| L ‘ ‘\ L] 651.1
O\H\‘HH‘\H\HH‘\H‘\H\‘HIH‘\H\‘\\\‘I\H‘\\\\‘\\\\‘\\\\f\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
T T
23.50
m/z 281.05 41.97%
5000 355.0
443.0
) HEPEAPS SR AT AP A RS S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris( —— ‘
73.0 23.50
m/z 355.05 37.13%
5000
147.0
‘ 281.0 4150 5100
0‘HNN‘H_‘H\Huyﬂ‘wu‘W‘ﬂh‘u‘wu‘_‘uwwﬁ‘uu‘u‘wu —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91224\
Data File : BN@33885.D

Acq On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS Vial : 9 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.508  4.85 ng/ul 660876 Perylene-di2 23.904

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 68
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 25

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
Abundance Scan 3674 (24.598 min): BN033885.D\data.ms (-3667) (- 73.00 100.00%
73.0 147.0221.1 JL
5000 3551
429.1 — —
| ‘ i, 503.1 24.50 25.0(1
Ot e o Ml Ul T m/z 221,05 93.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 —r— -
24.50 25.00
m/z 147.00 90.09%
|

OHH‘HH‘HHHH‘\H‘\‘H\“HIH“‘\H\“\‘\\‘!‘\‘\‘W‘HH‘HH‘\?S\%.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

e e
24.50 25.00
m/z 281.05 51.25%
5000 355.0
443.0
(oL RRINE MRV BRI HM“m_HWH‘L‘w_m‘www
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, —— —
147.0 221.0 24.50 25.00
m/z 207.00 48.84%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN091224\
Data File : BN@33885.D

Acqg On : 12 Sep 2024 17:30
Operator : JU/RC

Sample : P3878-14DL 10X
Misc

ALS vial : 9 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|
Butanoic acid 3.711 3.2 ng/ul 143660 1 7.493 888304 20.0
(R)-(-)-2-Methy... 5.858 6.2 ng/ul 273145 1 7.493 888304 20.0
(DEL) Alkane: S... 7.134 4.3 ng/ul 189803 1 7.493 888304 20.90
Cyclohexanone, ... 7.916 2.8 ng/ul 123165 1 7.493 888304 20.0
(DEL) Alkane: S... 8.722 4.0 ng/ul 176018 1 7.493 888304 20.0
n-Hexadecanoic ... 17.816 2.5 ng/ul 252786 4 16.892 1984720 20.0
Hexasiloxane, t... 22.621 2.3 ng/ul 314088 6 23.904 2727330 20.0
Cyclononasiloxa... 23.510 3.6 ng/ul 497640 6 23.904 2727330 20.0
unknown-01 24.598 4.8 ng/ul 660876 6 23.904 2727330 20.0
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