LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©91324\

Data File : BN@33902.D

Acqg On : 13 Sep 2024 18:25

Operator : JU/RC

Sample : P3898-06

Misc :

ALS Vvial : 15 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@33902.D\data.ms

peak R.T. first

# min
1 3.499
2 5.558
3 6.516
4 6.569
5 6.681
6 6.840
7 7.028
8 7.134
9 7.487
10 7.569
11 7.722
12 7.775
13 7.922
14 8.028
15 8.087
16 8.199
17 8.263
18 8.587
19 8.634
20 8.722
21 8.834
22 8.916
23 9.210
24  9.346
25 9.563
26 9.710
27 9.881
28 10.251
29 10.393
30 10.651
31 10.781
32 11.298
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34 11.540
35 11.704
36 11.740
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc :

ALS Vvial : 15 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 11.922 1515 1519 1522 rBV2 36909 55220 1.47% 0.101%
38 11.963 1522 1526 1531 rVB 135997 186674 4.96%  0.341%
39 12.122 1547 1553 1563 rBvV3 55524 125849 3.34% 0.230%
40 12.369 1590 1595 1598 rVv4 31352 58668 1.56% 0.107%
41 12.469 1607 1612 1617 rVV7 24121 48978 1.30% ©0.089%
42 12.545 1620 1625 1632 rVB3 36195 65049 1.73% 0.119%
43 12.687 1644 1649 1656 rVB3 45031 77520 2.06% 0.142%
44 12.893 1675 1684 1690 rBV3 27511 69493 1.85% ©.127%
45 12.981 1690 1699 1705 rBV 167523 269432 7.16% 0.492%
46 13.292 1745 1752 1758 rBV5 40994 114544 3.04% 0.209%
47 13.410 1768 1772 1775 rBV2 42875 59444  1.58% 0.109%
48 13.451 1775 1779 1783 rVVW2 49167 81900 2.18% 0.150%
49 13.504 1783 1788 1792 rVV6 57382 102550 2.72% 0.187%
50 13.557 1792 1797 1803 rVV 1163280 1539283 40.89% 2.813%
51 13.645 1804 1812 1816 rVV4 57834 112181 2.98% 0.205%
52 13.692 1816 1820 1824 rVB4 41920 58578 1.56% 0.107%
53 13.822 1829 1842 1851 rBV 1273007 1983600 52.69% 3.625%
54 14.069 1879 1884 1888 rBV 406737 505128 13.42% 0.923%
55 14.134 1888 1895 1903 rVB 1342673 1974726 52.46% 3.609%
56 14.239 1908 1913 1917 rVB3 64978 96325 2.56% 0.176%
57 14.292 1917 1922 1926 rBV 148681 193862 5.15% 0.354%
58 14.357 1926 1933 1939 rBV 539877 854961 22.71% 1.562%
59 14.622 1975 1978 1982 rVB2 33846 49983 1.33% 0.091%
60 14.692 1985 1990 1993 rBV2 55548 74550 1.98% 0.136%
61 14.769 1998 2003 2008 rVB2 207504 297805 7.91% 0.544%
62 14.816 2008 2011 2015 rVB3 38963 53234 1.41% 0.097%
63 14.910 2022 2027 2034 rBV 141372 231200 6.14% 0.422%
64 15.028 2039 2047 2051 rVB 192283 279199 7.42% 0.510%
65 15.134 2060 2065 2072 rVV 1551535 2236202 59.40% 4.086%
66 15.263 2080 2087 2094 rBV 437514 662995 17.61% 1.212%
67 15.434 2109 2116 2121 rVV 62725 131279 3.49%  0.240%
68 15.510 2124 2129 2138 rVB 1180558 1608741 42.73%  2.940%
69 15.792 2173 2177 2182 rVB2 56892 80859 2.15% 0.148%
70 15.892 2189 2194 2197 rBV 210545 291928 7.75% 0.533%
71 16.075 2219 2225 2231 rBV 278101 397221 10.55% 0.726%
72 16.228 2247 2251 2259 rBV7 27367 64178 1.70% 0.117%
73 16.545 2299 2305 2318 rBV 1929891 2660431 70.67% 4.862%
74 16.686 2325 2329 2334 rBV 168007 220155 5.85% 0.402%
75 16.739 2335 2338 2348 rVB 80297 128522  3.41% 0.235%

76 16.892 2358 2364 2374 rVB 1689774 2452597 65.15%  4.482%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc :

ALS Vvial : 15 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 16.986 2374 2380 2388 rBV2 1862712 2627288 69.79% 4.801%
78 17.045 2388 2390 2395 rVW4 34809 49605 1.32% ©0.091%
79 17.422 2450 2454 2459 rVV 160145 207944 5.52% 0.380%
80 17.516 2466 2470 2475 rVB2 125833 168780 4.48%  0.308%
81 17.598 2480 2484 2493 rVB2 95093 146515 3.89% 0.268%
82 17.822 2517 2522 2529 rBV 663783 912587 24.24% 1.668%
83 18.116 2567 2572 2577 rBV2 146933 214606 5.70% 0.392%
84 18.663 2660 2665 2667 rBV 58172 94204 2.50% 0.172%
85 18.686 2667 2669 2676 rVB2 110747 153991 4.09% 0.281%
86 18.763 2678 2682 2690 rVB2 113682 222671 5.92% 0.407%
87 18.922 2706 2709 2713 rBV2 47580 63192 1.68% 0.115%
88 19.116 2737 2742 2753 rBV 167759 296508 7.88% 0.542%
89 19.298 2767 2773 2778 rBV 2460345 3201814 85.05% 5.851%
90 19.351 2778 2782 2785 rVB 77647 79576 2.11% 0.145%
91 19.857 2864 2868 2870 rBV3 62270 87140 2.31% 0.159%
92 19.886 2870 2873 2878 rVB 108684 130951 3.48% 0.239%
93 20.016 2891 2895 2899 rVB3 126884 156808 4.17% 0.287%
94 20.216 2926 2929 2932 rVB 46659 49248 1.31% ©.090%
95 20.386 2956 2958 2962 rVB 61327 59003 1.57% 0.108%
96 20.851 3033 3037 3045 rBV3 506043 797469 21.18% 1.457%
97 21.127 3078 3084 3092 rBV 2136843 3066278 81.45% 5.603%
98 22.633 3336 3340 3347 rVB 186651 287435 7.64% 0.525%
99 23.710 3515 3523 3537 rVB 1707643 3764496 100.00% 6.879%
100 23.898 3547 3555 3564 rBV 1455704 3416626 90.76% 6.243%

Sum of corrected areas: 54724221

SFAM-EPA-BN091124.MA.M Mon Sep 16 01:59:35 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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: BN033902.D\data.ms
2500000
2000000

1500000

1000000
7.487

6.681 8.199
7.028
500000 3.499 .84 8.634
| i
O | S| C—

A YAl N A 0 P
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 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: BN033902.D\data.ms
2500000 19.p98 21.127
2000000 165456 986
16.892
15.134
1500000

1000000

500000

A S E——————————————ess.

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: BN033902.D\data.ms
2500000

2000000 23.710
3.898
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©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.134 6.79 ng/ul 403626  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Decane 142 C1eH22 000124-18-5 90
3 Undecane 156 C11H24 001120-21-4 83
4 Nonane 128 C9H20 000111-84-2 83
5 Undecane 156 C11H24 001120-21-4 83
Abundance Scan 705 (7.134 min): BN033902.D\data.ms (-700) (-) m/z 43.10 100.00%
3.1
5000
85.0
6.80 7.00 7.20 7.40
‘ 1421 191.0 280.¢ o
HwH‘Muwmﬂu_uwH‘wHH_‘HMHW‘HWHH‘HH_H‘MHWH m/z 57.85  99.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
5000 ]L\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.80 7.00 7.20 7.40
85.0 m/z 41.10 48.44%
H\‘\“JH“\H‘!"\\“H‘1‘\\\‘\\\\‘\\]\-\4"2\\(\)\’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22067: Decane
43.0
ST
6.80 7.00 7.20 7.40
5000 m/z 71.10 36.18%
85.0
‘ \‘ H \‘ 142 0
Il \
b e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33078: Undecane ‘W““‘H““H‘Tﬂﬁu‘
43.0 6.80 7.00 7.20 7.40
m/z 85.05 24.24%
5000
85.0
L amsso
m/z--> 20 40 60 80 100120140160180200220240260280 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@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 3
R.T. EstConc Area Relative to ISTD R.T.
8.722 6.86 ng/ul 407735  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Undecane 156 C11H24 001120-21-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78
Abundance Scan 975 (8.722 min): BN033902.D\data.ms (-970) (-) m/z 57.10 100.00%
57.1
5000
8.40 8.60 8.80 9.00
98.1
‘ 127.1156.2 ¢ .
o] ‘uH_n‘wlHJ\HmHw‘;,‘m,‘H?P?-ﬁ’www%’??r m/z 43.5 87.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33078: Undecane
43.0
5000
8.40 8.60 8.80 9.00
85.0 m/z 71.10 44.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.05 43.38%
o O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane A REaEE SR e
57.0 8.40 8.60 8.80 9.00
m/z 85.05 26.95%
5000
27.0
‘\ \‘\ H\ “\ w\‘ 9%0 m ‘1410 1840 UKA
e e e e e e e e e TR R
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@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.39 ng/ul 237533  Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1482 (11.704 min): BN033902.D\data.ms (-1474) (- m/z 57.05 100.00%
57.0
= —
‘ | 1901 1400 1842 11.50 12.00
" (
H\‘\H\HiHH"\‘\M\“1‘\H‘“‘HP\‘\HH\‘\'H\’HH‘\\.H‘HH‘HH‘HH’\%?RT m/Z 43.10 85.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59028: Tridecane
57.0
5000 = =
11.50 12.00
m/z 71.10 53.97%
27‘.0 ‘ 99.0 184
\\\‘\‘H\“‘}HH"\\“}\“1‘\H‘H‘H”\‘\“\]-\4\"‘1\“\(\)\’\\\\8‘}\-\O\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59026: Tridecane
57.0
— 5
11.50 12.00
5000 m/z 41.05 43.77%
27,0 99.0
LA L0 o eo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane T —
57.0 11.50 12.00
m/z 85.10 31.60%
5000
27‘.0 H 99.0
el A A A a0 1980 erad e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 9
R.T. EstConc Area Relative to ISTD R.T.
12.981 2.73 ng/ul 269432  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 97
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1699 (12.981 min): BN033902.D\data.ms (-1690) (- m/z 57.10 100.00%
57.1

5000
85.0
T
13.00
113.0
m_u‘W‘HWHJ‘p!um‘_mﬁfﬂ%?ﬂ??ﬂ“l??‘l‘”_m m/z 43.05 79.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 ]
85.0 13.00
29.0 m/z 71.05 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
s
13.00
5000 85.0 m/z 41.05 40.83%
29.0
“ LIl H “\ il \\‘llﬁ 0\\1410 169.0 1980
A A e e S e RN ERRRRRERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane —
57.0 13.00
m/z 85.05 37.29%
5000
85.0
29.0
ol oo im0 s
‘H“H‘_"W‘H“H‘w"H‘H“_‘H“H‘_“W‘H“H“ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:59:40 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 Sulfurous acid, decyl 2-eth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.069 5.12 ng/ul 505128  Acenaphthene-d10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 86
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 78
3 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
4 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 59
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59

Abundance Scan 1884 (14.069 min): BN033902.D\data.ms (-1879) (- m/z 57.05 100.00%
57.0

5000

%

H | \\ \\ “111601 2121 281 1499
Mummuw‘mwm‘wu‘wuH‘HH_‘H_‘H_H‘_HW‘HWH‘Wm- m/z 71.106 68.08%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 el :
14.00
m/z 43.10 54.13%
200 | |80 113 0
“\ | H\ “ I 141 O

’\\\\“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

—

14.00
5000 m/z 41.05 36.74%

29,0‘ ‘ 85.0 1130
|

m/z--> 20 40 60 80 100120140160180200220240260280

—

Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0 14.00
m/z 55.00 21.29%
5000
29.0
‘ ‘ ‘ ‘ 171.0

Mhﬁh‘ﬁﬂhﬂ‘uwwwm‘WHHM‘HMHWH‘WHH_‘HMHWH —

m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 3,4-Dimethyl(1H)pyrrole, 2-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.910 2.34 ng/ul 231200  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 83
2 Methyl 2-diethylamino-3-methyl-b... 185 C1@H19NO2 075122-81-5 52
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
Abundance Scan 2027 (14.910 min): BN033902.D\data.ms (-2022) (- m/z 185.85 100.00%
185.1
5000
155.1
—
15.00
43.0 77.0 “‘L
M A P ﬂ??‘mlm““ ‘ ‘,‘MHH,:‘W‘Q?"Q m/z 170.10  88.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py

185.0
5000
15.00
m/z 200.20 31.13%
%0, 850, 77 uso,  1500)
L L ) it A, nm
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0
A
870 126.0 1500
5000 : m/z 155.10 .16%
41.0
I
miz> 20 40 80 100 120 140 160 180 200
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0 1500
m/z 171.10 16.25%
5000
510 840 1280 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ’\‘\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 8
R.T. EstConc Area Relative to ISTD R.T.
15.028 2.83 ng/ul 279199  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Hexadecane 226 C16H34 000544-76-3 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2047 (15.028 min): BN033902.D\data.ms (-2039) (- m/z 57.05 100.00%
57.0

o o VVJMNA/»JAA«fWN/\J
15.00 |
113.1 :
0 m_H‘Wu‘huu”m_‘m‘_‘:M_Hlf"‘l”lﬂ??ﬂ??ﬁ‘lm?ﬁ?? m/z 43.05 72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 —— ‘
15.00
290 850 m/z 71.85 56.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
T \
15.00
5000 ITI/Z 85.10 38.29%
85.0
29.0
‘\‘ \‘\ H\ H\ il \‘1130 141.0 169.0 226.0
et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T
57.0 15.00
m/z 41.00 38.15%
5000 85.0
29.0
h‘ H‘ H\ A H‘ ?0\1410 169.0 197.0 2260
‘H‘H“_‘H“H‘_“W‘H"H‘w“u‘u“_‘u“u‘_“‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.510  16.29 ng/ul 1608740  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 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2129 (15.510 min): BN033902.D\data.ms (-2124) (-  m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
RN T
15.50
152.0
bty b A28 L2182 7 77,00 71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — =
15.50
51.0 m/z 182.05  49.48%
27\'0 ‘ ufll ‘ 15\2-0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
T \
77.0 15.50
5000 1820 m/z 51.00 28.92%
51.0
210 | | | 1520
A I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone A T
105.0 15.50
m/z 50.00 9.66%
77.0 182.0
5000
51.0
S T S X N I A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15

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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.892 2.38 ng/ul 291928 Phenanthrene-di10 16.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 9-methylheptadecane 254 C18H38 026741-18-4 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2194 (15.892 min): BN033902.D\data.ms (-2189) (- m/z 57.00 100.00%
57.0

2

5000
9.0 1411 15.50 16.00
ol by 38111810 2402 4z 43.05  73.79%
mlz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — ——
15.50 16.00
9.0 m/z 71.05 61.41%

4101830 2400

15.0 e

\\r\“ \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

miz-> 50 100 150 200 250 300 350

:

Abundance #74005: Tetradecane
15.50 16.00
5000 ITI/Z 85.05 42.79%
J 0 1980
so L[, 140 180
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 15.50 16.00
m/z 41.05 37.61%
B /U\/\/\_AM
J‘ L F ‘1410183022502670 323.0 380.(
“‘“‘“‘“““‘“““““““““,““ — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 10 Cyclohexanol, 1-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.075 3.24 ng/ul 397221  Phenanthrene-d10 16.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 50
2 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 50
3 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 49
4 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 49
5 2-Methylcyclosarin 194 C8H16FO02P 085473-32-1 47

Abundance Scan 2225 (16.075 min): BN033902.D\data.ms (-2219) (-  m/z 99.05 100.00%
99.0

5000
55.0 Y ‘
H ‘ 1329 169.0  225.1 16.00
Obprrr bl ol L 1329 1690 2251 | 2820 ./, g1.10  82.39%
miz—> 20 40 60 80 100120140160180200220240 260280
Abundance #14398: Cyclohexanol, 1-ethyl-
99.0
50001 43.0 R
16.00
m/z 77.60  39.50%
LLLd L o

\’\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69757: 3-Methylcyclohexyl methylphosphonofluoridate
99.0

N

T
16.00
5000 m/z 105.00  21.45%
55.0

‘ d ‘” i L 137.0 194.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl- T
99.0 16.00
m/z 55.00 21.21%

-

5000

-

55.0
26,0 || . Il H 133.0 176.0

T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:59:45 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS vial : 15 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 11 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.822 7.44 ng/ul 912587  Phenanthrene-d1e 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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2522 (17.822 min): BN033902.D\data.ms (-2517) (- m/z 73.00 100.00%

43.1 73.0
5000
129.0
== ===
H‘ ‘ 1711 ‘ 256.3 17.50 18.00
oL—— w\$\ ‘M W\M\m N ““‘ du‘\‘y “M ‘ m/z 59.95 88.40%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
17.50 18.00
97.0 1710 213.0 256.0 m/z 43.10 87.66%
— ‘M‘H‘H H ‘\ Mh”\ u‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
m/z--> 50 50 200 250
Abundance #143509.n—Hexadecanok:add
43.0 73.0
— ——
17.50 18.00
5000 256.0 m/Z 57.05 75.04%
129.0
213.0
L) 3
““ H‘M H‘ u‘H \u‘\ ! ‘m ‘ ‘ “M‘ L ‘\‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid o —
43.0 73.0 256.0 17.50 18.00
m/z 55.05 72.08%
5000
129.0
213.0
L, 0
. ‘\ }\“HH \H‘ hh‘w M\‘Mm ‘\\ ‘ ‘ . ‘u\‘ T “‘ ro 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©91324\
Data File : BN@33902.D

Acqg On : 13 Sep 2024 18:25

Operator JU/RC

Sample : P3898-06

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

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

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 5

R.T. EstConc Area Relative to ISTD R.T.
20.851 5.20 ng/ul 797469  Chrysene-di12 21.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3037 (20.851 min): BN033902.D\data.ms (-3033) (- m/z 57.10 100.00%
57.1

e MJL
’ 2050 21100
53.1 208.0 2810 ‘ : :
-1 M‘\‘ \‘H‘Jﬂwm Syapesss SoA29 4000 sz 43,05 92.30%
Mz 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 — —
20.50 21.00
m/z 55.00 86.76%
| \\‘H 1530196.0238.0 2920 3640

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

P

Abundance #264236: n-Tetracosanol-1
20.50 21.00
5000 111.0 m/z 83.10  81.47%
118019502980 _ 3080
miz--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43.0 20.50 21.00
m/z 69.10 71.79%
5000 }uwﬂhw“AM”J\Lﬁw\MNWMJL)
WITNEGIEY ——
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©33902.D

Acqg On : 13 Sep 2024 18:25
Operator : JU/RC

Sample : P3898-06

Misc

ALS Vvial : 15 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... 7.134 6.8 ng/ul 403626 1 7.493 1189590 20.0
(DEL) Alkane: S... 8.722 6.9 ng/ul 407735 1 7.493 1189590 20.0
(DEL) Alkane: S... 11.704 2.4 ng/ul 237533 2 10.252 1991710 20.0
(DEL) Alkane: S... 12.981 2.7 ng/ul 269432 3 14.134 1974730 20.0
Sulfurous acid,... 14.069 5.1 ng/ul 505128 3 14.134 1974730 20.0
3,4-Dimethyl(1H... 14.910 2.3 ng/ul 231200 3 14.134 1974730 20.0
(DEL) Alkane: S... 15.028 2.8 ng/ul 279199 3 14.134 1974730 20.0
Benzophenone 15.510 16.3 ng/ul 1608740 3 14.134 1974730 20.0
(DEL) Alkane: S... 15.892 2.4 ng/ul 291928 4 16.892 2452600 20.0
Cyclohexanol, 1... 16.075 3.2 ng/ul 397221 4 16.892 2452600 20.0
n-Hexadecanoic ... 17.822 7.4 ng/ul 912587 4 16.892 2452600 20.0
(DEL) Alkane: S... 20.851 5.2 ng/ul 797469 5 21.127 3066280 20.0
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