LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc :

ALS Vvial : 22 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@3390@9.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.111 17 21 27 rVB 32576 42028 0.85% 0.078%
2 3.499 83 87 107 rBV 351668 529790 10.73% 0.989%
3 4.687 284 289 301 rBV 86950 120492 2.44% 0.225%
4 5.858 483 488 496 rBV 224258 323076 6.54% 0.603%
5 6.681 619 628 642 rVB 568157 920497 18.65% 1.718%
6 6.840 649 655 661 rBV 417536 624172 12.64%  1.165%
7 6.940 667 672 678 rVB 48802 69393 1.41% 0.130%
8 7.028 678 687 694 rBV 541918 844920 17.12% 1.577%
9 7.134 699 705 714 rVB2 58918 96482 1.95% 0.180%
10 7.440 751 757 760 rVW2 40621 69478 1.41% 0.130%
11 7.487 760 765 773 rW 774705 1209794 24.51% 2.258%
12 7.569 773 779 784 rVWV 60820 96446 1.95% 0.180%
13 7.728 801 806 809 rVV3 28260 53156 1.08% 0.099%
14 7.763 809 812 823 rVB8 20969 45262 0.92% 0.084%
15 7.916 828 838 844 rBV 413128 626271 12.69% 1.169%
16 7.975 844 848 853 rVB 54976 82454 1.67% 0.154%
17 8.110 863 871 876 rBV6 43796 98707 2.00% 0.184%
18 8.199 881 886 894 rVV 681214 1042696 21.12% @ 1.946%
19 8.299 898 903 909 rvB2 38594 69959 1.42% 0.131%
20 8.375 911 916 923 rBV 34916 52378 1.06% ©0.098%
21 8.481 929 934 942 rVB3 44807 67013 1.36% 0.125%
22 8.569 942 949 952 rBV8 11652 26852 0.54% 0.050%
23 8.628 952 959 970 rVB 503244 840898 17.03%  1.569%
24 8.716 970 974 979 rVB 49276 72603 1.47% 0.135%
25 8.816 979 991 1001 rBV 302273 669127 13.55%  1.249%
26 9.063 1029 1033 1038 rBV3 40113 64940 1.32% 0.121%
27 9.210 1052 1058 1064 rVB3 87385 152675 3.09% 0.285%
28 9.346 1074 1081 1091 rBV 464661 765031 15.50%  1.428%
29 9.516 1106 1110 1116 rVB 40459 57696 1.17% 0.108%
30 9.569 1116 1119 1127 rVB5 18559 34138 0.69% 0.064%

31 9.775 1149 1154 1164 rBV 236427 365488  7.40%

32 9.881 1164 1172 1180 rVB 671405 1047557 21.22% 955%
33 10.087 1204 1207 1211 rVB2 21698 27654  0.56%
34 10.151 1211 1218 1227 rVB6 23978 60701 1.23% 113%

POORO®
(]
U1
N
R

35 10.251 1227 1235 1246 rBV2 1188409 2320988 47.02%
36 10.393 1252 1259 1268 rBV = 714269 1205260 24.41%  2.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc :

ALS Vvial : 22 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 10.475 1268 1273 1279 rW 93656 164017 3.32% 0.306%
38 10.540 1279 1284 1285 rVvv2 33720 56640 1.15% 0.106%
39 10.563 1285 1288 1297 rVvV 86905 160086 3.24% 0.299%
40 10.646 1298 1302 1310 rVV5 26641 59291 1.20% 0.111%
41 10.781 1312 1325 1328 rBV 105299 183315 3.71% 0.342%
42 10.810 1328 1330 1335 rVWv3 34338 48175 0.98% 0.090%
43 11.151 1383 1388 1392 rBV2 33857 64281 1.30% 0.120%
44 11.210 1396 1398 1404 rVB2 23573 31596 0.64% 0.059%
45 11.298 1408 1413 1420 rVB3 43287 68674 1.39% 0.128%
46 11.393 1423 1429 1438 rBvVi1e 14958 40702 0.82% 0.076%
47 11.504 1442 1448 1451 rBV3 28544 48264 0.98% 0.090%
48 11.616 1463 1467 1474 rVV6 17296 37081 0.75% 0.069%
49 11.687 1474 1479 1485 rBvV3 40561 66526 1.35% 0.124%
50 11.816 1491 1501 1509 rBV5 45387 116497 2.36% 0.217%
51 11.922 1516 1519 1524 rVB4 19989 31254 0.63% 0.058%
52 12.034 1534 1538 1542 rBV 21492 34063 0.69% 0.064%
53 12.122 1546 1553 1562 rVB2 147240 262857 5.32% 0.491%
54 12.298 1579 1583 1587 rBV3 18311 29348 ©0.59% 0.055%
55 12.375 1593 1596 1602 rvB4 16818 29802 0.60% 0.056%
56 12.469 1606 1612 1616 rBV6 20289 35661 0.72% 0.067%
57 12.551 1617 1626 1630 rBV4 31743 61465 1.25% ©.115%
58 12.651 1635 1643 1647 rBV3 20308 41358 0.84% 0.077%
59 12.704 1647 1652 1657 rVB 108184 157113 3.18% 0.293%
60 12.851 1672 1677 1680 rBV5 16224 27894 0.57% 0.052%
61 12.975 1692 1698 1702 rVB4 18883 36183 0.73% 0.068%
62 13.187 1726 1734 1742 rVB4 75807 168176 3.41% 0.314%
63 13.328 1743 1758 1761 rBV2 42950 110091 2.23% 0.205%
64 13.410 1768 1772 1776 rBV 23358 37351 0.76% 0.070%
65 13.492 1783 1786 1791 rVV5 20304 31079 0.63% 0.058%
66 13.557 1791 1797 1810 rVB 1194453 1590204 32.21% 2.968%
67 13.692 1817 1820 1827 rVB7 16068 31576 0.64% 0.059%
68 13.822 1835 1842 1848 rVV 1283858 1855729 37.59% 3.463%
69 13.881 1848 1852 1859 rVV 95512 149795 3.03% 0.280%
70 13.951 1860 1864 1869 rVB4 22733 33659 0.68% 0.063%
71 14.063 1875 1883 1886 rBV 20339 35729 0.72% 0.067%
72 14.134 1886 1895 1905 rVB 1488242 2190157 44.37% 4.087%
73 14.357 1925 1933 1939 rBV 582367 861572 17.45% 1.608%
74 14.481 1948 1954 1957 rBV7 15626 31723 0.64% 0.059%
75 14.510 1957 1959 1970 rVBle 17754 33204 0.67% 0.062%
76 14.692 1987 1990 1994 rVB4 22750 30423 0.62% 0.057%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc :

ALS Vvial : 22 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 14.769 1998 2003 2009 rVB 319413 429256 8.70% ©0.801%
78 14.898 2021 2025 2029 rVB6 23404 34214 0.69% 0.064%
79 15.134 2054 2065 2072 rBV 1651060 2328316 47.16% 4.345%
80 15.257 2078 2086 2091 rBV 476741 706900 14.32% 1.319%
81 15.510 2124 2129 2134 rBV 833800 1090591 22.09% 2.035%
82 15.969 2202 2207 2213 rVB3 31939 43971 0.89% 0.082%
83 16.075 2220 2225 2230 rBV 32381 43472 0.88% 0.081%
84 16.251 2250 2255 2259 rBV3 18103 31473 0.64% 0.059%
85 16.545 2299 2305 2318 rBV 3632235 4936643 100.00% 9.213%
86 16.892 2357 2364 2370 rVV 1856006 2678081 54.25%  4.998%
87 16.986 2374 2380 2388 rBV2 1909751 2590065 52.47% 4.834%
88 17.222 2413 2420 2425 rBV9 15680 26947 ©0.55% 0.050%
89 17.516 2466 2470 2475 rBV 108640 135883 2.75% 0.254%
90 17.822 2516 2522 2537 rBV 561584 845718 17.13% 1.578%
91 18.110 2567 2571 2577 rVB8 20588 39029 0.79% 0.973%
92 18.522 2633 2641 2649 rBV8 13667 38071 0.77% 0.071%
93 18.857 2694 2698 2702 rBV2 28375 36867 ©0.75% 0.069%
94 18.927 2706 2710 2713 rBV 26907 34110 0.69% 0.064%
95 19.110 2737 2741 2748 rBV2 107698 156227 3.16% 0.292%
96 19.298 2766 2773 2779 rBV 2378008 3144766 63.70% 5.869%
97 20.851 3033 3037 3043 rBV 272645 370421 7.50% 0.691%
98 21.127 3078 3084 3092 rBV 2276745 3187890 64.58% 5.950%
99 23.710 3515 3523 3537 rVB 1481175 3395937 68.79% 6.338%
100 23.904 3547 3556 3564 rBV 1513818 3378739 68.44% 6.306%

Sum of corrected areas: 53582270
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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: BN033909.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000

6. 68]7

500000 3.499 7916
5.858

111 A\ 4.687 3%.

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN033909.D\data.ms
3500000 16.545

3000000
2500000 19.298 21.127
2000000 168986
1500000

1000000

500000

O S R e e e e

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: BN033909.D\data.ms
3500000
3000000
2500000
2000000
2373904
1500000
1000000

500000

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@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 1 Hexylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.858 5.34 ng/ul 323076 1,4-Dichlorobenzene-d4 7.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 83
5 Hexylene glycol 118 C6H1402 000107-41-5 83
Abundance Scan 488 (5 858 min): BN033909.D\data.ms (-483) (-) m/z 59.00 100.00%
59.0
5000 }\\
 EAREEEE R RS
M 1031 ( 5.60 5.80 6.00 6.20
W, 7771831 1028 2804 .. 4390 69.29%

miz-> 50 100 150 200 250
Abundance #10018: Hexylene glycol
59.0

5000 T
5.60 5.80 6.00 6.20

m/z 56.10  27.58%

290 || 1090
T L T \ i ‘ } T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 100 150 200 250
Abundance #10020: Hexylene glycol

59.0

5.60 5.80 6.00 6.20

5000 m/z 41.85  21.36%
270 M ‘M 1030
! I |
L e B — —
m/z--> 50 100 150 200 250
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol e aaRR TS
59.0 5.60 5.80 6.00 6.20

m/z 45.00  21.25%

5000
it I

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.916 10.35 ng/ul 626271 1,4-Dichlorobenzene-d4 7.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 59
Abundance Scan 838 (7.916 min): BN033909.D\data.ms (-828) (-) m/z 83.00 100.00%
3.0
5000 55.0 /\
140.1 R A
‘ 07.0 7.60 7.80 8.00 8.20
el kb AOTO L2081 o 69,00 48.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41.0
7.60 7.80 8.00 8.20
140.0 m/z 55.00 42.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
R ARARNRERE
7.60 7.80 8.00 8.20
5000 m/z 56.00 36.28%
55.0
140.0
29.0 ‘
‘H‘ﬂ““Wudwwu‘wHW&%%?L‘WuH‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0 7.60 7.80 8.00 8.20
m/z 41.00 31.20%
5000
55.0
270 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.816 11.06 ng/ul 669127 1,4-Dichlorobenzene-d4 7.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
Abundance Scan 991 (8.816 min): BN033909.D\data.ms (-979) (-) m/z 73.00 100.00%
73.0
5000

41.0 L

1010 [T T Tt rrrryrs

‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
m_H“Nmmm‘mmmH‘H‘l?‘g‘nl‘wwwl??’c‘lw m/z 88.00  79.32%

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

Abundance #24100: Hexanoic acid, 2-ethyl-

88.0
5000 41.0 T T T T T T T T
8.40 8.60 8.80 9.00 9.20
m/z 41.05 37.36%
H 116.0
%L\S\"o\\\\“\‘\\“}‘\\“\‘\‘\“\\“\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
R
8.40 8.60 8.80 9.00 9.20
5000 m/z 57.05 33.63%
41.0
‘ 101.0
s Wl || lwso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24101: Hexanoic acid, 2-ethyl- AR S e L
88.0 8.40 8.60 8.80 9.00 9.20
m/z 55.00  25.17%
5000 57.0
29.0 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.775 3.15 ng/ul 365488 Naphthalene-d8 10.252

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 50
2 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 47
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 43
4 Pentanal, 3-methyl- 100 C6H120 015877-57-3 39
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 38

Abundance Scan 1154 (9.775 min): BN033909.D\data.ms (-1149) (-) m/z 56.05 100.00%
.0

56
5000
9.50 10.00
103.1
ol Ll L 2900 2804 ny; 5500 33.71%
miz--> 50 100 150 200 250
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 e /s
9.50 10.00
103.0 m/z 41.05 30.53%
]\-8\-q\‘ ‘\ \“\ ‘ T T T T " T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1749: Propane, l-isocyanato-
56.0
=T —
9.50 10.00
5000 ITI/Z 43.05 27.51%
2#0 “310“ e e .
miz--> 50 100 150 200 250
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl- —re ==
56.0 9.50 10.00
m/z 57.00 25.37%
5000
103.0
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 4-Nonanone, 2,6,8-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.122 2.27 ng/ul 262857 Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 50
2 5-Undecanone 170 C11H220 033083-83-9 38
3 N-Ethyl trimethylenediamine 102 C5H14N2 038571-87-8 35
4 2-Propenamide, N-methyl- 85 C4H7NO 001187-59-3 35
5 5-Nonanone 142 C9H180 000502-56-7 35
Abundance Scan 1553 (12.122 min): BN033909.D\data.ms (-1546) (-  m/z 57.05 100.00%
57.0
111.1
5000
=T o
100 P
L pAg2 2090 2810 ./, 5ges  75.06%
miz--> 0 50 100 150 200 250
Abundance #58941: 4-Nonanone, 2,6,8-trimethyl-
57.0
5000 S s
109.0 12.00 12.50
L m/z 43.00 63.05%
T \“\ M "“‘\ “\H \“\ M f \‘\4\1-’0\ \18\‘4\0’ LA B B B
miz--> 0 50 100 150 200 250
Abundance #45374: 5-Undecanone
43.0
— —
85.0 12.00 12.50
5000 ITI/Z 41.00 59.71%
‘ “ﬂ L | L 12§0 170.0
L y | L | |
ey
miz--> 0 50 100 150 200 250
Abundance #4923: N-Ethyl trimethylenediamine 1 —
58.0 12.00 12.50
m/z 85.10 58.97%
5000
28.0
e 102.0
e = =
m/z--> 0 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.510 9.96 ng/ul 1090590  Acenaphthene-d10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2129 (15.510 min): BN033909.D\data.ms (-2124) (-  m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
T T
15.50
152.0
e e 228 e 2920 myz 77.00  66.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — =
15.50
51.0 m/z 182.05  49.39%
\\\‘2\7\.9\‘\\\\‘\\\H\“\\\\‘\‘\\\].‘2\\7'\9‘]\_\5}2\.‘0\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
R \
77.0 15.50
5000 1820 m/z 51.00 27.49%
51.0
270 | | | _127.01520 |
R B Al mama T aE e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone \Aw —
105.0 15.50
m/z 50.00 9.44%
77.0 182.0
5000
51.0
SO VUV SN - .o o0 IO AL
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.822 6.32 ng/ul 845718  Phenanthrene-di10 16.892
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2522 (17.822 min): BN033909.D\data.ms (-2516) (-  m/z 73.00 100.00%

73.0 '
5000 129.1
213.2 — T
| 1‘7‘1‘1 ‘ 2563 17.50 18.00
35 b L b b L 384 s se.ee  88.44%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 £ =
213.0 17.50 18.00
171 m/z 43.10 87.97%
29.0 ‘ ‘ ‘
\\“\ \“‘H\“HH““““““"“““““‘
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43
0 256.0
= ==
17.50 18.00
5000 m/z 57.05 73.17%
129.0
3.0 213.0
171.0 ‘
\\M‘\H\ ‘\“‘ ““m - "‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add = —
17.50 18.00
m/z 41.10 71.55%
5000 129.0
171.0 213.0 256.0
HHM‘ ‘““H“““M\“‘\\‘\‘\‘\‘\‘\\"\\\\‘\\\\‘\ = ==
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

R.T. EstConc Area Relative to ISTD R.T.
20.851 2.32 ng/ul 370421 Chrysene-d12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 1-Tetracosene 336 C24H48 010192-32-2 94

5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3037 (20.851 min): BN033909.D\data.ms (-3033) (- m/z 57.05 100.00%
57.0

- T L
o s
207.0 281.1 : :
- “u“u 4 “\“‘1?9‘9“ o Bkl 3880 4290 0 ss.es 92.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 T L
20.50 21.00
m/z 43.05 88.40%
L 3580 2100 2660
\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
“ —
20.50 21.00
5000 1.0 m/z 83.10 85.38%
ity ‘ R R o= aie L LS
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester 7 .
57.0 20.50 21.00
m/z 69.05 75.50%
5000 11.0 Nwwwvwﬁwwj\\MMkwwﬁj
210.0
L eso?i002s50 o Sl
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33909.D

Acqg On : 13 Sep 2024 23:00
Operator : JU/RC

Sample : P3898-18

Misc

ALS Vvial : 22 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|
Hexylene glycol 5.858 5.3 ng/ul 323076 1 7.487 1209790 20.0
Cyclohexanone, ... 7.916 10.4 ng/ul 626271 1 7.487 1209790 20.0
Hexanoic acid, ... 8.816 11.1 ng/ul 669127 1 7.487 1209790 20.0
1,3-Pentanediol... 9.775 3.1 ng/ul 365488 2 10.252 2320990 20.0
4-Nonanone, 2,6... 12.122 2.3 ng/ul 262857 2 10.252 2320990 20.0
Benzophenone 15.510 10.0 ng/ul 1090590 3 14.134 2190160 20.0
n-Hexadecanoic ... 17.822 6.3 ng/ul 845718 4 16.892 2678080 20.0
(DEL) Alkane: S... 20.851 2.3 ng/ul 370421 5 21.127 3187890 20.0
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