LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc :

ALS vial : 7 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: BGO62441.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.418 19 22 30 rvB6 10960 16196 0.17% 0.011%
2 6.326 512 517 528 rVB4 7571 17880 0.19% 0.012%
3 7.142 644 656 668 rBv2 671428 1425132 14.84% 0.939%
4 7.283 673 680 689 rBV 131262 228350 2.38% 0.150%
5 7.383 689 697 708 rVV 1003195 1638391 17.06% 1.080%
6 7.489 708 715 717 rW 179590 285341 2.97% 0.188%
7 7.518 717 720 733 rVB 239501 420371 4.38% 0.277%
8 7.847 768 776 786 rBV 1185515 2002672 20.86% 1.320%
9 7.959 786 795 796 rvVv 202717 287467 2.99% 0.189%
106 7.994 796 801 812 rVB 911338 1565490 16.30% 1.032%
11 8.658 906 914 923 rBV2 217429 377858 3.94%  0.249%
12 8.764 923 932 940 rBV 775868 1292848 13.47% 0.852%
13 9.110 983 991 994 rBvV 174688 319404 3.33% 0.210%
14 9.151 994 998 1006 rVB 277766 465020 4.84% 0.306%
15 9.674 1078 1087 1093 rBV4 11360 20025 0.21% 0.013%

16 9.862 1105 1119 1130 rBV2 587664 1267345 13.20%
17 10.162 1161 1170 1178 rBV 1160262 1940085 20.21%
18 10.397 1198 1210 1222 rVB2 1259940 2564891 26.71%

NORRERO
o))
O
(]
R

19 10.755 1262 1271 1274 rBV ~ 285980 523524  5.45% 345%
20 10.808 1274 1280 1287 rVV 2300837 4063518 42.32% 678%
21 10.878 1287 1292 1303 rVB 181427 320431 3.34% 0.211%
22 11.489 1389 1396 1402 rBV 44298 82937 0.86% 0.055%
23 12.024 1478 1487 1501 rBV 1726872 2872528 29.92% 1.893%
24 12.817 1617 1622 1627 rBV 21068 32844 ©.34% 0.022%
25 13.011 1647 1655 1661 rVV 1638678 2657074 27.67% 1.751%
26 13.081 1661 1667 1681 rVV 1684814 2776028 28.91% 829%
27 13.487 1732 1736 1743 rVB3 16223 29265 0.30% 019%
28 13.634 1756 1761 1768 rVB 18908 29739  0.31%

29 13.986 1814 1821 1828 rBV 496045 733554  7.64%
30 14.151 1841 1849 1855 rBV 1359632 2080972 21.67%

P OO0 R
(]
N
[
R

31 14.227 1858 1862 1864 rVvv4 12130 19523 0.20%
32 14.303 1864 1875 1885 rVB2 2973167 5521818 57.51%
33 14.579 1915 1922 1927 rBV 506341 784720  8.17%
34 14.644 1927 1933 1940 rVV 2803126 4308884 44.88%
35 14.703 1940 1943 1948 rVB2 30877 47224  0.49%

ONOWO
w1
=
~N
S

36 14.797 1948 1959 1973 rBV3 1862307 3956555 41.21% 2.607%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc :

ALS vial : 7 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 14.979 1983 1990 1997 rVB 1995639 3024851 31.50% 1.993%
38 15.196 2021 2027 2034 rVB3 27984 44890 0.47% 0.030%
39 15.408 2053 2063 2071 rBvV 3012814 4476828 46.63% 2.950%
40 15.572 2084 2091 2094 rBV 741438 1152196 12.00% 0.759%
41 15.625 2094 2100 2106 rVV2 5118731 7790839 81.14% 5.134%
42 15.678 2106 2109 2116 rVvV 221670 302946 3.16% 0.200%
43 15.878 2138 2143 2148 rVB 35278 52714 ©.55% 0.035%
44 16.118 2178 2184 2186 rBv4 18730 28488 0.30% 0.019%
45 16.160 2187 2191 2197 rVv4 21375 37740 0.39% 0.025%
46 16.289 2208 2213 2218 rBV3 32328 59747 0.62% 0.039%
47 16.483 2240 2246 2250 rBV 33075 45021 0.47% ©0.030%
48 16.718 2282 2286 2290 rvvs 9397 13178 0.14% 0.009%
49 16.870 2308 2312 2318 rVB5 8575 15256 0.16% 0.010%
50 16.970 2320 2329 2337 rVV 2212644 3401953 35.43% 2.242%
51 17.041 2339 2341 2345 rVV5 19382 29733 0.31% 0.020%
52 17.105 2345 2352 2362 rVB5 39042 97933 1.02% 0.065%
53 17.264 2375 2379 2381 rBV4 9971 13969 0.15% 0.009%
54 17.317 2383 2388 2394 rVW 601666 894099 9.31% 0.589%
55 17.423 2399 2406 2407 rBV 753914 1125344 11.72% 0.742%
56 17.458 2407 2412 2426 rVB 4139363 6657323 69.34% 4.387%
57 17.599 2430 2436 2443 rBV3 12812 26902 0.28% 0.018%
58 17.716 2449 2456 2463 rBV2 33123 68092 0.71% 0.045%
59 17.822 2471 2474 2478 rBv4 10198 14970 0.16% 0.010%
60 17.863 2478 2481 2483 rVW4 14083 17674 0.18% 0.012%
61 17.922 2487 2491 2497 rVW4 50403 84678 ©.88% 0.056%
62 17.992 2499 2503 2509 rVB 130166 159685 1.66% 0.105%
63 18.216 2536 2541 2547 rBV 230529 331378 3.45% 0.218%
64 18.286 2547 2553 2560 rVB 1899688 2494309 25.98% 1.644%
65 18.374 2565 2568 2573 rVB5 15691 22647 0.24% 0.015%
66 18.515 2582 2592 2594 rBvV4 17358 38026 0.40% 0.025%
67 18.574 2598 2602 2605 rBV3 36388 54962 ©.57% 0.036%
68 18.674 2615 2619 2623 rBvV2 41121 63158 0.66% 0.042%
69 18.727 2623 2628 2636 rVB 371713 550800 5.74% 0.363%
70 18.968 2665 2669 2674 rVB2 19495 25339 0.26% 0.017%
71 19.103 2683 2692 2694 rBV1ie 22749 53578 ©.56% 0.035%
72 19.161 2695 2702 2706 rVV2 143025 223885 2.33% 0.148%
73 19.267 2716 2720 2722 rBV3 15616 22999 0.24% 0.015%
74 19.296 2722 2725 2730 rVV2 50998 86126 ©0.90% ©.057%

75 19.373 2730 2738 2751 rVB 4108307 6259876 65.20% 4.125%
76 19.484 2753 2757 2765 rBV2 122079 189218 1.97% 0.125%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc :

ALS vial : 7 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 19.608 2774 2778 2786 rBV 114605 213734  2.23% 0.141%
78 19.737 2788 2800 2807 rVV2 5080895 9601452 100.00% 6.328%
79 19.802 2808 2811 2820 rVB5 32698 56473 0.59% 0.037%
80 19.996 2841 2844 2848 rBV7 14653 22289 0.23% 0.015%
81 20.219 2878 2882 2884 rBvV4 22767 35035 0.36% 0.023%
82 20.313 2895 2898 2903 rVB7 15727 24132 0.25% 0.016%
83 20.389 2907 2911 2917 rBV 62337 74870 0.78% 0.049%
84 20.630 2945 2952 2956 rBV 5172127 6455060 67.23% @ 4.254%
85 20.677 2957 2960 2962 rBvV4 19262 24210 0.25% 0.016%
86 21.229 3050 3054 3065 rVB 229719 376586  3.92%  0.248%
87 21.388 3078 3081 3085 rVB 108414 124028 1.29% 0.082%
88 21.470 3089 3095 3101 rVB 4929385 6851673 71.36% 4.515%
89 21.546 3101 3108 3114 rBV2 2915063 5876680 61.21% 3.873%
90 21.617 3114 3120 3131 rVB 5275370 9550298 99.47% 6.294%
91 22.369 3244 3248 3261 rVB4 66902 179047 1.86% 0.118%
92 22.557 3275 3280 3288 rVB2 93168 159382 1.66% 0.105%
93 23.749 3472 3483 3490 rBV 1873992 4504812 46.92% 2.969%
94 24.442 3591 3601 3606 rBV 563632 1539265 16.03% 1.014%
95 24.507 3606 3612 3626 rVB 796073 2157354 22.47% 1.422%
96 24.654 3628 3637 3645 rBV 381721 1044144 10.87% 0.688%
97 25.799 3827 3832 3840 rVB4 63983 172505 1.80% 0.114%
98 25.917 3843 3852 3869 rVB6 95098 355279 3.70% 0.234%
99 28.190 4214 4239 4270 rBV2 1440515 8801907 91.67% 5.801%
100 29.289 4402 4426 4444 rBV2 1233668 6508180 67.78% 4.289%

Sum of corrected areas: 151737649
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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: BG062441.D\data.ms
5000000

4000000

3000000

10.808

2000000 12.024 1

&

10162397

7.383
1000000 994 764
7. 142 8' 6 9.862
86 8 16,
418 6.326 967£\ 8 11489 12.81

O‘T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \7\‘\\\\‘\\\ \\\‘\\\\‘\\\\_’——V_\\\"Tr\r‘\\\\‘\\\\‘\\\T‘
Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 800 850 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062441.D\data.ms
15.625 19.737 20.630 21247817

)

P e—

5000000

17.458 19.373
4000000

3000000 14303, .., 15408 21546

16.970
2000000 114979 18.286

141

1000000 {54
13.986 ||14.57

18 727 21.22 %
13148734 7141703 5194;1 {gsamm 'E" Br4l Ewmgg.m? 388 202m857

o e e
Time--> 13550 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 1800 1850 19.00 1950 20.00 2050 21.00 2150 22.00 22.50

Abundance TIC: BG062441.D\data.ms

:tHD

5000000

4000000

3000000

2000000 23.749

28.190 29.289

1000000

_—
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_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 1 Benzene, 1,4-dichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.847 139.33 ng/ul 2002670 1,4-Dichlorobenzene-d4 7.959

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dichloro- 146 C6H4AC12 000106-46-7 98
2 Benzene, 1,2-dichloro- 146 C6H4AC12 000095-50-1 98
3 Benzene, 1,3-dichloro- 146 C6HAC12 000541-73-1 98
4 Benzene, 1,3-dichloro- 146 C6HA4C12 000541-73-1 97
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 97
Abundance Scan 776 (7.847 min): BG062441.D\data.ms (-768) (-) m/z 146.05 100.00%
146.1
75.2
50.1 R aaae
‘ ‘ 7.60 7.80 8.00 8.20
bl 952l w2 148,05 62.78%
miz--> 20 40 60 80 100 120 140 160
Abundance #25342: Benzene, 1,4-dichloro-
146.0
5000 UL B L I LA B L
111.0 7.60 7.80 8.00 8.20
s00 /90 m/z 111.05 41.02%
0260 \\\\‘\\‘}‘\‘\\\\‘\‘\“\f‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #25337: Benzene, 1,2-dichloro-
146.0
s AAREmEE SR
7.60 7.80 8.00 8.20
5000 111.0 m/z 75.15 32.43%
75.0
50.0
0280 b o “‘J 240
m/z--> 20 40 60 80 100 120 140 160
Abundance #25333: Benzene, 1,3-dichloro-  RERmaE TS
146.0 7.60 7.80 8.00 8.20
m/z 50.15 21.61%
5000 111.0
75.0
50.0
0 26.0 ‘M “\ L 950 al I

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

SFAM-EPA-BGO81424.MA.M Sat Aug 17 04:02:53 2024

Page:

5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.489 3.17 ng/ul 82937 Naphthalene-d8 10.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 81
Abundance Scan 1396 (11.489 min): BG062441.D\data.ms (-1389) (- | m/z 94.15 100.00%
94.2
5000 f\N
77.2
451 ‘ 152.2 1150
119.2
omwHH‘MHM"Hm“,m“‘_“H_m_m‘ m/z 77.15  25.85%
m/z--> 20 40 80 100 120 140
Abundance #30123 1-Phenoxypropan-2-o
94.0
5000
1150
7.0 1520 Mz 45.15  20.09%
m/z--> 100 120 140
Abundance #30117 1- Phenoxypropan 2-ol
94.0
T
11.50
5000 m/z 152.15 18.22%
7.0 152.0
7o 1 1 | |ueo
oH‘w‘mw‘w‘m,‘m_m_m_m‘
m/z--> 20 100 120 140
Abundance #30139.1—PropanoL3—phenoxy— ]
94.0 11.50
m/z 51.15 17.44%
5000
77.0 152.0
m/z--> 20 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48

Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 3 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.105 2.19 ng/ul 97933  Phenanthrene-di1e 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 11-hydroxyundecanoate 216 C12H2403 1000427-32-2 47
2 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 43
3 10-Hydroxydecanoic acid, methyl ... 202 C11H2203 002640-94-0 43
4 7-Methyloctanoic acid, methyl ester 172 C10H2002 005129-53-3 43
5 Methyl 8-methyl-decanoate 200 C12H2402 1010336-49-1 43

Abundance Scan 2352 (17.105 min): BG062441.D\data.ms (-2345) (- | m/z 74.15 100.00%
74.2
41.1
5000
Aapa T
17.00 17.50
0! m/z 55.15 68.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94097: Methyl 11-hydroxyundecanoate
74.0
5000 —r— —
17.00 17.50
120 m/z 41.15 59.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75771: Undecanoic acid, methyl ester
74.0
—— —
17.00 17.50
5000 m/z 87.15 42 .05%
41.0
L e o
oHu‘H‘Jw‘,"H‘u1H‘w‘Huw‘mJ"JH,"H_HWWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77600: 10-Hydroxydecanoic acid, methyl ester e P
74.0 17.00 17.50
m/z 43.15 37.57%
5000
41.0
‘ ‘ 10.0 172.0
0‘H‘“M“JH“!“,‘HN"mM“1“‘!“‘M“lw“u“h‘Uw"!‘,"2‘93‘9“”“””“”” .
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.992 3.57 ng/ul 159685  Phenanthrene-di10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
Abundance Scan 2503 (17.992 min): BG062441.D\data.ms (-2499) (- | m/z 74.15 100.00%
74.2
50001 431
Aenll Aj\
143.2
H 101.2 185.2 22‘72 70,2 18.00
Ol b bbb b e e ey | m/z 87.15 68.55%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 U M
43.0 18.00
143.0 m/z 43.15 40.68%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.
O\‘HH‘HH‘H‘H‘\‘H\“HH’\H\‘HH’HH‘HH‘HH‘HH‘HH‘H‘H’

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

ik

74.0
18.00
5000/ 43.0 m/z 55.15 29.04%
‘_‘H‘HH‘H‘WH‘w‘HW‘H‘_H‘V‘H_‘H‘HH‘H‘WH‘W‘HW
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester — =
74.0 18.00
m/z 41.15 28.69%
50001 43.0
0 A H ‘H‘ N \19\1 0 \143 ° 18‘\5 0\ 228.0
R A maasd B e o e ARAARRARY P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.216 7.41 ng/ul 331378 Phenanthrene-d10 17.317
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2541 (18.216 min): BG062441.D\data.ms (-2536) (- | m/z 43.15 100.00%
43.1 73.2
5000
=5 —
‘ 18.00 18.50
— m/z 73.15 99.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
3 3
430 73.0 256.0
5000 P Ty
129.0 18.00 18.50
213.0 m/z 60.15 91.60%
H (ﬂ 157.0185.0 ‘
015.0 HH [ \M{‘\‘HH\H““\\H‘”h “\H\‘H’HH’H‘H‘\‘\\‘H‘\\H‘\‘H\‘HH"HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
—— —
18.00 18.50
5000 129.0 m/Z 57.10 88.00%
' 157_0185_0213.0 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid == ==
73.0 18.00 18.50
m/z 41.15 79.81%
43.0
5000
129.0
171.0 214.0
101.0 ‘
01',0,%,,, - —
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 9,10-Anthracenedione Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.727 12.32 ng/ul 550800 Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9,10-Anthracenedione 208 C14H802 000084-65-1 98
3 9,10-Anthracenedione 208 C14H802 000084-65-1 98
4 9,10-Anthracenedione 208 C14H802 000084-65-1 95
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 78
Abundance Scan 2628 (18.727 min): BG062441.D\data.ms (-2623) (- | m/z 208.15 100.00%
208.2
152.1
5000
76.2
b8 L b3 L2810 s 180.16 86.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0 T
151.0 1850 19.00
209.0 m/z 152.10 72.66%
0H‘H?\’\g‘\()\“\\“HH‘\H\‘HJPHH‘\‘\H’H‘\‘\‘HH“HH‘\‘H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85295: 9,10-Anthracenedione
180.0
‘
1850 1900
5000 76.0 151.0 m/z 151.15 36.94%
209.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85294: 9,10-Anthracenedione Py I
152.0 208.0 18.50 19.00
m/z 76.15 30.96%
5000 76.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 trans-13-Octadecenoic acid,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.161 5.01 ng/ul 223885  Phenanthrene-di10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 72
2 9H-Fluoren-9-one, hydrazone 194 C13H1eN2 013629-22-6 41
3 1-Phenanthrenol 194 C14H1e0 002433-56-9 41
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 38
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 38

Abundance Scan 2702 (19.161 min): BG062441.D\data.ms (-2695) (- | m/z 55.15 100.00%

5!:
194.2
5000
97.2

152, 264.4 — —

19.00 19.50
0 PRS2 1 ~  m/z 41.15 71.67%
mi/z--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester JJ\/‘J\\M
55.0
5000 T T
97.0 19.00 19.50

m/z 43.15 59.75%

264.0
38 0 180 0 222.0
M IR “M ??ﬁ(
m/z--> 100 150 200 250
Abundance #69236: 9H-Fluoren-9-one, hydrazone
194.0

19.00 19.50

O

5000 m/z 194.15 55.89%
163.0
97.0
63.0
0l 280 080 S
m/z--> 50 100 150 200 250
Abundance #69355: 1-Phenanthrenol
194.0 19.00 19.50

m/z 69.15 53.17%

- M
82.0
390 | 1150 1630

T o T e e — —
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.799 3.30 ng/ul 172505 Perylene-di2 24.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3832 (25.799 min): BG062441.D\data.ms (-3827) (- | m/z 57.15 100.00%
57.1
w0 AWw«wwﬂﬁ”V/\Jp\wMAwﬂyw
2550  26.00
| ‘ W H 1533 2142 2819 >3 : .
0l ‘NMWu e ppb m/z 71.15 57.85%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 S —
25.50 26.00
m/z 43.15 55.92%
\\\\[\ \\\ 1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
—— —
25.50 26.00
5000 m/z 85.15 38.28%
oL PT 141018300050 2620
e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 25.50 26.00
m/z 55.15 21.73%
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ 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@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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 9 (DEL) Alkane: Cyclic25.917 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.917 6.81 ng/ul 355279  Perylene-d12 24.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 89
2 1-Hexacosene 364 C26H52 018835-33-1 46
3 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C16H30 002883-08-1 45
4 1-Heneicosanol 312 C21H440 015594-90-8 41
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 3852 (25.917 min): BG062441.D\data.ms (-3843) (- | m/z 57.15 100.00%
57.1
97.2
5000
73 _—
213.2 .
oL— “M‘\ ‘H“!\ “‘m\\‘\ b h‘h i m SV N it ‘u‘\h“ R ‘?’5‘5‘? m/z 43.15 84.06%
miz--> 50 OO 150 200 250 300 350
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 R
153.0 26.00
m/z 83.15 79.67%
0 \“\ ‘\‘ “\h!“\“h\“‘ ‘N\ —+ ‘h\ — ‘2\2\‘4\0\ L LA L B
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
——
26.00
5000 m/z 97.15 76.05%
S 4 % | 1810 2380 2020 304
i B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #102202: Cyclohexane, 1,1'-(2-methyl-1,3-propanediyl)bi —
83.0 26.00
410 m/z 55.15 67.88%
5000
207.0
139.0
A 1Y O -
m/z--> 50 100 150 200 250 300 350 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62441.D

Acqg On : 16 Aug 2024 12:48
Operator : MA/JU

Sample : P3264-05RE

Misc

ALS vial : 7 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|
Benzene, 1,4-di... 7.847 139.3 ng/ul 2002670 1 7.959 287467 20.0
1-Phenoxypropan... 11.489 3.2 ng/ul 82937 2 1@.755 523524 20.0
unknown-01 17.105 2.2 ng/ul 97933 4 17.317 894099 20.0
Hexadecanoic ac... 17.992 3.6 ng/ul 159685 4 17.317 894099 20.0
n-Hexadecanoic ... 18.216 7.4 ng/ul 331378 4 17.317 894099 20.0
9,10-Anthracene... 18.727 12.3 ng/ul 550800 4 17.317 894099 20.0
trans-13-Octade... 19.161 5.0 ng/ul 223885 4 17.317 894099 20.0
(DEL) Alkane: S... 25.799 3.3 ng/ul 172505 6 24.654 1044140 20.0
(DEL) Alkane: C... 25.917 6.8 ng/ul 355279 6 24.654 1044140 20.0
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