LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc :

ALS Vvial : 10 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-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62452.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.426 19 23 27 rVvB6 7520 9353 0.67% 0.054%
2 3.684 64 67 75 rBvV 20295 33578 2.42% 0.195%
3 4.007 120 122 126 rBv4 1841 2625 0.19% 0.015%
4 4.166 144 149 157 rVB6 4900 11311 0.81% 0.066%
5 5.065 299 302 303 rBv2 3075 2634 0.19% 0.015%
6 6.040 463 468 469 rBV3 2116 2603 0.19% 0.015%
7 6.651 567 572 578 rBV5S 3972 7872 0.57% 0.046%
8 6.933 612 620 626 rBvV7 2659 5617 ©0.40% 0.033%
9 7.115 644 651 658 rBv 122895 207561 14.94% 1.204%
106 7.285 674 680 689 rVB 100175 162995 11.73%  0.945%
11 7.485 707 714 721 rBV 118983 208839 15.04% 1.211%
12 7.544 721 724 732 rVB3 6447 11553 0.83% 0.067%
13 7.955 787 794 802 rBV 225627 375987 27.07% 2.180%
14 8.013 802 804 808 rVB3 2033 2661 0.19% 0.015%
15 8.654 904 913 922 rBvV2 118557 200093 14.41% 1.160%
16 9.106 982 990 999 rvB 125783 223801 16.11% 1.298%
17 9.271 1015 1018 1023 rBV3 1594 2243 0.16% 0.013%
18 9.564 1060 1068 1071 rVB5 1083 2255 0.16% 0.013%
19 9.664 1080 1085 1091 rVB2 9981 15997 1.15% 0.093%
20 9.829 1105 1113 1122 rBV 105919 183254 13.19% 1.063%
21 10.046 1144 1150 1155 rBV5S 2574 5280 0.38% 031%

22 10.363 1196 1204 1213 rBV 158125 281064 20.23%
23 10.751 1262 1270 1279 rBV 332974 583685 42.02%
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24 10.880 1287 1292 1297 rVB3 11410 19143 1.38% 111%
25 11.280 1354 1360 1363 rBV2 5907 8292 0.60% 048%
26 11.479 1389 1394 1402 rBV 39202 69482 5.00% 0.403%
27 12.325 1529 1538 1542 rVw4 3081 5997 ©.43% 0.035%
28 13.183 1680 1684 1687 rBV4 1392 2174 0.16% 0.013%
29 13.330 1704 1709 1710 rBV3 1718 2152 0.15% 0.012%
30 13.471 1730 1733 1741 rVB4 2278 5152 ©.37% 0.030%
31 13.906 1803 1807 1813 rVw4 8827 12948 ©.93% 0.075%
32 13.976 1813 1819 1826 rVV 316718 462827 33.32% 2.684%
33 14.223 1856 1861 1862 rVV 7418 9229 0.66% 0.054%
34 14.264 1862 1868 1880 rVB 363157 585573 42.16%  3.396%
35 14.428 1891 1896 1899 rBV4 1867 3309 0.24% 0.019%

36 14.575 1914 1921 1930 rVB 615199 938539 67.57% 5.442%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc :

ALS Vvial : 10 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-BG081424.MA.M
Title : SVOA CALIBRATION
37 14.652 1930 1934 1938 rBV3 2917 3541 0.25% 0.021%
38 14.757 1945 1952 1963 rBV2 141942 274328 19.75% 1.591%
39 14.834 1963 1965 1973 rWV5 2873 5896 0.42% 0.034%
40 14.892 1973 1975 1980 rVwv4 3412 4757 0.34% 0.028%
41 14.986 1987 1991 1993 rVVv4 4153 4722 0.34% 0.027%
42 15.309 2042 2046 2051 rVB4 6633 10301 0.74% 0.060%
43 15.368 2051 2056 2058 rBV5 3325 5299 0.38% 0.031%
44 15.562 2083 2089 2095 rBV 517554 784150 56.45%  4.547%
45 15.668 2101 2107 2116 rBV 126289 197483 14.22%  1.145%
46 15.762 2119 2123 2126 rVB5 2589 3069 0.22% 0.018%
47 15.803 2128 2130 2133 rVV3 2310 2464 0.18% 0.014%
48 15.891 2141 2145 2146 rBv4 2455 2281 0.16% 0.013%
49 15.926 2146 2151 2153 rBv4 2681 5206 0.37% 0.030%
50 15.944 2153 2154 2159 rVB5 3429 2832 0.20% 0.016%
51 15.991 2159 2162 2163 rBvV2 2243 2198 0.16% 0.013%
52 16.050 2168 2172 2177 rW7 5142 9167 0.66% 0.053%
53 16.114 2180 2183 2187 rVV4 2680 4420 0.32% 0.026%
54 16.185 2189 2195 2201 rwV 70481 101814 7.33% 0.590%
55 16.285 2205 2212 2216 rBvV8 5586 11885 0.86% 0.069%
56 16.449 2237 2240 2242 rVV3 3736 3673 0.26% 0.021%
57 16.543 2254 2256 2259 rVB4 2675 2317 0.17% 0.013%
58 16.713 2282 2285 2288 rBvV3 4703 4719 0.34% 0.027%
59 16.866 2308 2311 2314 rVWV5 3649 4479 0.32% 0.026%
60 16.960 2323 2327 2332 rBV4 15436 21526 1.55% 0.125%
61 17.031 2336 2339 2342 rVB4 4639 5815 0.42% 0.034%
62 17.207 2365 2369 2374 rBV4 20037 27192 1.96% 0.158%
63 17.272 2378 2380 2381 rVv2 9849 8404 0.61% 0.049%
64 17.313 2381 2387 2397 rVB 811337 1169363 84.19% 6.781%
65 17.413 2397 2404 2410 rBV 526669 780670 56.20% 4.527%
66 17.489 2413 2417 2419 rBV5S 5101 8688 0.63% 0.050%
67 17.606 2435 2437 2443 rVB7 4454 5206 ©.37% 0.030%
68 17.683 2449 2450 2451 rBV 3632 2439 0.18% 0.014%
69 17.824 2468 2474 2475 rBV4 5261 7778 0.56% 0.045%
70 17.947 2493 2495 2498 rVV4 5870 5592 0.40% 0.032%
71 17.988 2498 2502 2506 rVB6 8375 12963 0.93% 0.075%
72 18.076 2512 2517 2524 rBV10 9900 23916 1.72% 0.139%
73 18.153 2524 2530 2534 rBV2 28868 48578 3.50% 0.282%
74 18.206 2534 2539 2548 rBV 233147 349004 25.13% 2.024%
75 18.640 2609 2613 2617 rBV6 14118 18911 1.36% ©0.110%
76 18.799 2638 2640 2644 rVV5 4313 4600 0.33% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc :

ALS Vvial : 10 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-BG081424.MA.M
Title : SVOA CALIBRATION
77 19.040 2679 2681 2682 rBV2 4659 3161 ©0.23% 0.018%
78 19.333 2727 2731 2733 rBV3 20735 29862 2.15% 0.173%
79 19.363 2733 2736 2739 rVVv2 40982 47962 3.45% 0.278%
80 19.480 2752 2756 2761 rBV2 86062 120993 8.71% 0.702%
81 19.615 2775 2779 2780 rBvV2 18081 25782 1.86% 0.150%
82 19.692 2786 2792 2796 rBV 743101 1263655 90.98% 7.328%
83 19.727 2796 2798 2811 rVB 361881 551754 39.72% 3.200%
84 20.209 2877 2880 2883 rBV4 12290 19103 1.38% 0.111%
85 20.514 2929 2932 2936 rBV 41526 47214  3.40% 0.274%
86 20.614 2947 2949 2954 rVB2 20907 21785 1.57% 0.126%
87 20.667 2956 2958 2962 rVB 20673 22277 1.60% 0.129%
88 21.049 3018 3023 3025 rBV 90519 174732 12.58% 1.013%
89 21.190 3043 3047 3049 rBV2 40018 55248 3.98% 0.320%
90 21.225 3049 3053 3060 rVB 191060 269241 19.38% 1.561%
91 21.554 3102 3109 3123 rVB 840701 1389005 100.00%  8.055%
92 22.365 3242 3247 3261 rVB 154877 341729 24.60% 1.982%
93 23.792 3485 3490 3495 rBvV2 73888 157366 11.33% 0.913%
94 23.845 3496 3499 3509 rVB3 65582 145544 10.48%  0.844%
95 24.427 3590 3598 3608 rVB 369592 940248 67.69% 5.452%
96 24.644 3626 3635 3645 rBV 493042 1363297 98.15% 7.905%
97 25.196 3724 3729 3737 rVB6 55723 143036 10.30% 0.829%
98 25.789 3825 3830 3838 rVB3 81749 214135 15.42% 1.242%
99 25.901 3843 3849 3865 rVB5 80234 258449 18.61% 1.499%
100 28.644 4305 4316 4332 rVB6 243927 1020075 73.44% 5.915%

Sum of corrected areas: 17244977
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062452.D\data.ms

800000
600000

400000
10.751

7.955
200000

10.363
8.654 9.106 9.829

7115848
11,479
3425089 anrse 5.065 6.040 6.658.933 | 71544 glo1a K .279%§§A0.04e 8801.280 12.325
T T T T 7—[ T T

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T T \\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\’\\\\
Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 1100 1150 12.00 12.50

Abundance TIC: BG062452.D\data.ms
21.554

17.313 19.692
800000

14.575
600000 i

19727

400000 14.264
13.976

22.365

200000

1 BE3307113.

[lecstiatadad st e B R L L A O

Time--> 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: BG062452.D\data.ms

800000

600000 24.644

24.42

400000
28.644

ZOOOOOijﬁ%\AW 25196 2253891
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06

Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .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 1-Phenoxypropan-2-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.479 2.38 ng/ul 69482  Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Phenoxypropan-2-o0l

-Propanol, 3-phenoxy-

-Phenoxypropan-2-o0l

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202

000770-35-4 94
006180-61-6 87
000770-35-4 83
000770-35-4 81

11
21
3 1-Phenoxypropan-2-o0l
41
51

-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 58
Abundance Scan 1394 (11.479 min): BG062452.D\data.ms (-1389) (- | m/z 94.15 100.00%
94.2
5000
77.2
45.1 152.2 ide
119.2 :
0l m ‘m\ J J‘ m‘wH‘H_m_m‘ m/z 77.15  33.67%
m/z--> 20 80 100 120 140
Abundance #30117.l-Phenox‘propan-24ﬂ
94.0
5000 bt
11.50
7.0 1520  m/z 45.15 17.93%
45.0 ‘
O L ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ \!\1:\'-9‘\0\ T ‘ T \‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:1—PropanoL3—phenoxy—
94.0
\A T ‘n T
11.50
5000 m/z 152.15 17.03%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #30124.1—Phenox propan-2-ol e
94.0 11.50
m/z 78.05 16.61%
5000
77.0
‘ 152.0
ol 3?9w e e NSO A
m/z--> 20 40 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.206 5.97 ng/ul 349004  Phenanthrene-d10 17.313
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2539 (18.206 min): BG062452.D\data.ms (-2534) (- | m/z 43.15 100.00%

43.1 73.1
5000
129.2

213.2 = —
0“W‘H“du m/z 60.15 88.79%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T "
129.0 18.00 18.50

m/z 73.10 87.80%

213.0
‘ H(ﬂ 157.0185.0 ‘
O:I\-\S\.’O\\‘l\ HH\H\H\‘\HH\H““\\H‘”h“\”\‘\\‘\H\‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

18.00 18.50
5000 256.0 m/z 55.15 75.49%
129.0
213.0
LU | eropeso
Om,uui\u”\”\ui‘ HHHHH‘M‘“\‘u‘Hu\‘u‘u‘\‘u‘\“uu‘\‘m‘uu“u
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #92063: Tridecanoic acid o o
43.0 73.0 18.00 18.50

m/z 41.15 74.39%

5000 129.0
171.0
214.0
150“ H\‘ H \\‘ HW ?H\ ol | ‘ ‘ ‘ : ; ; -

T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 3-(1H-Benzimidazol-1-yl)pro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.049 2.52 ng/ul 174732  Chrysene-di12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(1H-Benzimidazol-1-yl)propanamide 189 C10H11N30 022492-17-7 53
2 2-Propenamide, 3-phenyl-N-propyl- 189 C12H15NO 006329-15-3 52
3 3-Phenyl-4,5-dimethyl-2,1-oxabor... 202 C13H19BO 1000062-26-1 43
4 (Z)-N-(2-Hydroxyethyl)-3-phenyla... 233 C13H15NO3 1000512-63-0 41
5 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BroO 1000443-02-8 38

Abundance Scan 3023 (21.049 min): BG062452.D\data.ms (-3018) (- | m/z 131.10 100.00%
131.1

5000 189.3
55.1

N

T
21.00

262.1 3411 408.4 468.
m/z 189.25 39.98%

0,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63518: 3-(1H-Benzimidazol-1-yl)propanamide

-

131.0
5000 G
189.0 21.00
770 m/z 115.15  32.66%
Cmiim
0 \‘\"\ﬂi‘“\‘l‘\‘"ﬂw‘!\‘J“‘\M\‘\“‘H‘l\M\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63801: 2-Propenamide, 3-phenyl-N-propyl-
131.0
T T
21.00
5000 189.0 m/z 103.10 25.02%
77.0
27.0 l ‘
et T T I
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #77957: 3-Phenyl-4,5-dimethyl-2,1-oxaborolane ——
131.0 21.00

m/z 91.15  23.46%

5000

"

29.0 (L
0 Ly uuﬂg'\ I |‘\ y 202.0

I |
L L B L B B B BB

T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.225 3.88 ng/ul 269241  Chrysene-di12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3053 (21.225 min): BG062452.D\data.ms (-3049) (- | m/z 43.15 100.00%

43.1
83.2
5000

21.00 21.50

5.2
I 16822072 282.9 3411

oLl e e m/z 57.15  98.25%
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 e —
21.00 21.50

m/z 55.15 84.80%
“ ‘\ |

OLEQ“ 139.0  196.0 269.0 320.0
T T f\[\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
83.0

—r —
21.00 21.50
5000 ITI/Z 83.15 68.69%
25.0
ol i h Lh}W02mozw02%03%0
i e ; e R
m/z--> 50 100 15 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester o ——
43.0 21.00 21.50
83.0 m/z 97.15 59.25%
h J’N\
25.0
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.365 4.92 ng/ul 341729  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Triacontan-15-0l 438 C30H620 031849-26-0 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91
Abundance Scan 3247 (22.365 min): BG062452.D\data.ms (-3242) (- | m/z 57.15 100.00%
57.1
w0 Mfkfv
111.2
— ——
22.00 22.50
167.2 281.1
ol AL 022232 T | 3653 4291 m/z 55.15  85.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 — e
22.00 22.50
m/z 43.15 84.94%
0 \‘\ I l J‘\ 1‘ \L I /0 222.0 278.0 378.0
L ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— ——
22.00 22.50
m/z 83.15 63.73%
5000 70
0 ﬂ L \.153 0 210.0 267 0321.0 490.(
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #321443: Triacontan-15-ol “ —
57.0 22.00 22.50
m/z 69.15 61.96%
111.0
5000
241.0
oLk L1170 || 306036204180
H‘“H“‘H“‘H‘“H“‘H“‘H“‘H“‘H“‘H“ — ——
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.792 2.31 ng/ul 157366  Perylene-di2 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 87
Abundance Scan 3490 (23.792 min): BG062452.D\data.ms (-3485) (- | m/z 57.15 100.00%
57.1
2350  24.00
3.2 213.2 : :
oH‘“-‘“Hﬁ‘M"‘HwH‘““3‘1‘3&3“‘”Wm_mw m/z 43.15  69.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane
57.0
5000 — —
23.50 24.00
m/z 71.15 54.99%
113.
0 TTTT ‘ T ’\l \‘ \”‘ ﬂ\“\\ 1‘ “\ ‘\ \‘(\)“zfz\?WO‘ T \ !3\(‘)19\(\)\3[6\5\\0\ ‘ \4\.3\7\‘0\\ TT ‘ TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
— —
23.50 24.00
5000 m/z 85.15 41.24%
oL 113-0169.0225.0281.0337.0 394.0
“H“H“H“‘“w“H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane T —
57.0 23.50 24.00
m/z 55.15 23.78%
h wd\’mvw
13.0
0 ] } ” 1311 1, 169.0225.0281.0337.0393.0449.0 506.(
AR R e S A s R L e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 1-Dotriacontanol, acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.845 2.14 ng/ul 145544  Perylene-di12 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 87
2 Triacontan-15-o0l1 438 C30H620 031849-26-0 83
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
4 1-Nonadecene 266 C19H38 018435-45-5 74
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 72
Abundance Scan 3499 (23.845 min): BG062452.D\data.ms (-3496) (- | m/z 57.15 100.00%
57.1
1 — —
‘l 266.1  357.3 23.50 24.00
0~ Ayl m/z 83.15 87.83%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #339307: 1-Dotriacontanol, acetate
57.0
5000 — e
111.0 23.50 24.00
m/z 55.15 83.04%
ol “ \Hl\‘\\ IL b ‘209 0264 0 343.0 448 0 508.
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #321443: Triacontan-15-0
57.0
— ——
111.0 23.50 24.00
5000 m/z 43.15 80.20%
‘ 241.0
oL LU LLLpeTo || aeosea0ei0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #155962: Z-5-Nonadecene “ —
55.0 23.50 24.00
m/z 97.15 75.28%
5000 111.0
266.0
oll"xlﬁg-ox” A
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.196 2.10 ng/ul 143036  Perylene-di2 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
2 Henicosanal 310 C21H420 051227-32-8 86
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 78
4 Octadecanal 268 C18H360 000638-66-4 64
5 1-Methoxy-9-octadecene 282 C19H380 1000430-37-3 60

Abundance Scan 3729 (25.196 min): BG062452.D\data.ms (-3724) (- | m/z 57.15 100.00%
57.1

5000

—
25.00 25.50
ol Ak m/z 43.15  90.10%

: 53. ) . K
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41

5000

T
25.00 25.50
m/z 82.10 75.48%

LTS
ol M‘\H\‘\!M ‘\H‘nu‘m“‘“\i %??-?“‘%2‘?;9";9?‘;9‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #212262: Henicosanal

82.0

T
25.00 25.50

5000{ 41.0 m/z 55.15 74.12%
23.0 292.0
AL L gm0 2300
0 w‘Hp‘J“Hﬂﬁw‘kﬂu‘1u““M‘Ju‘u““‘,““
m/z--> 50 100 150 200 250 300 350
Abundance #275491: (2)-14-Tricosenyl formate T ——
55.0 25.00 25.50

P60 m/z 96.15 49.10%

- W'VWW‘/\\WW“
T3ﬁ0 320.0
L

ok MHM 180.0222.0 278.0 366.0

T —
m/z--> 50 100 150 200 250 300 350 25.00 25.50

SFAM-EPA-BGO81424.MA.M Sat Aug 17 04:13:20 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081524\
BG062452.D

Aug 2024 21:06

: MA/JU
. P3555-03

. 10

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .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 6

R.T. EstConc Area Relative to ISTD R.T.
25.789 3.14 ng/ul 214135  Perylene-di2 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 58
3 Heptacosane 380 C27H56 000593-49-7 58
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 58
5 Octadecane 254 C18H38 000593-45-3 53

Abundance Scan 3830 (25.789 min): BG062452.D\data.ms (-3825) (- | m/z 57.15 100.00%
57.1
2550  26.00
1553 2132 2821 3563 : '
0 “W‘;MJ‘MM‘M“WMM ol m/z 43.15 66.51%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — —
25.50 26.00
m/z 71.15 57.37%
9.0
0 \‘ “ ‘H\ I H‘ | ]\'41018302250 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl-
57.0
— —
25.50 26.00
5000 ITI/Z 85.15 51.42%
oL LLh % [M0s30 290
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 25.50 26.00
m/z 55.15 24.32%
o wN\/\WW
oL L | F | 141.0183.0 225.0 267.0 8230 3804
e T T e e ——
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.901 3.79 ng/ul 258449  Perylene-di2 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 80
2 1-Tricosene 322 C23H46 018835-32-0 80
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 74
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 68

Abundance Scan 3849 (25.901 min): BG062452.D\data.ms (-3843) (- | m/z 57.20 100.00%
54

2
7.2
5000

—
H‘ 202A77121422511 o, 2550  26.00
o —11 : m/z 43.15 89.53%

miz--> 50 100 150 200 250 300 350
Abundance #173730: 9-Eicosene, (E)-
57.0

5000

T
25.50 26.00
m/z 83.15 87.51%

7.0
O ‘ T \%\3‘\‘9‘(“)\1\8\1\0‘ 2\2\3\0\ T \2\89\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0

— 7
25.50 26.00
5000 m/z 69.15 74 .26%
25.0
LT 0
O e L L R B e
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 25.50 26.00

m/z 97.15 72.15%

97.0
h wJMquMhV/\wamwwvmw
150 | 1390 1060 2600 3200

OH“\ I |

T
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 9,19-Cyclolanost-24-en-3-0l... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.644 14.96 ng/ul 1020080  Perylene-di12 24.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,19-Cyclolanost-24-en-3-01, (3.... 426 C30@H500 000469-38-5 60
2 Tetracosapentaene, 2,6,10,15,19,... 412 C30H52 026266-08-0 50
31,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 38
4 Naphthalene, 1,1'-(1,2-ethanediy... 302 C22H38 054934-69-9 35
5 Silane, methylphenylbis[(1,7,7-t... 426 C27H4202Si 074806-99-8 30

Abundance Scan 4316 (28.644 min): BG062452.D\data.ms (-4305) (- | m/z 69.15 100.00%

69.2 13y.1
5000 411.4

it
189.2 2593 313.3 28.50 29.00
L m/z 137.10  94.37%

miz--> 50 100 150 200 250 300 350 400
Abundance #316524: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)-
69.0

o

5000 2850  29.00
393.0 . :
‘ }1750 286.0 m/z 55.15  75.44%
0 I"S\"?\‘\ “\“\ ‘\“ ‘ H‘ ‘H h“\ \jh“‘H‘h W \\H\‘ \M\\ h“\‘\HH‘ H“\ ‘\m‘u\‘ “u : “ \‘ N } : ‘ : ‘ | M\ “\‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #309497: Tetracosapentaene, 2,6,10,15,19,23-hexameth
69.0
P P
28.50 29.00
5000 137.0 m/z 41.15 63.90%

o

343.0 4120
| l‘“‘ ‘ \‘\ u“ h“ﬂ ‘ u“h h‘h AL i‘u (i §‘0‘\‘ P SN
m/z--> 50 100 150 200 250 300 350 400

Abundance #316550: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10, —— ‘
69.0 28.50 29.00

m/z 95.15 58.80%

5000
135.0
\ L ‘L\ " H\H |, ,203.0048 0 299.0 357.0 426.

oH“H_H_mmewm_m_m_m e —
miz--> 50 100 150 200 250 300 350 400 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62452.D

Acqg On : 16 Aug 2024 21:06
Operator : MA/JU

Sample : P3555-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@81424.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|
1-Phenoxypropan... 11.479 2.4 ng/ul 69482 2 10.751 583685 20.0
n-Hexadecanoic ... 18.206 6.0 ng/ul 349004 4 17.313 1169360 20.0
3-(1H-Benzimida... 21.049 2.5 ng/ul 174732 5 21.554 1389010 20.0
Trifluoroacetox... 21.225 3.9 ng/ul 269241 5 21.554 1389010 20.90
1-Heptacosanol 22.365 4.9 ng/ul 341729 5 21.554 1389010 20.0
(DEL) Alkane: S... 23.792 2.3 ng/ul 157366 6 24.644 1363300 20.0
1-Dotriacontano... 23.845 2.1 ng/ul 145544 6 24.644 1363300 20.0
Oxirane, heptad... 25.196 2.1 ng/ul 143036 6 24.644 1363300 20.0
(DEL) Alkane: S... 25.789 3.1 ng/ul 214135 6 24.644 1363300 20.0
(DEL) Alkane: S... 25.901 3.8 ng/ul 258449 6 24.644 1363300 20.0
9,19-Cyclolanos... 28.644 15.0 ng/ul 1020080 6 24.644 1363300 20.0
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