LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc :

ALS vial : 5 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-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62270.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.423 20 23 29 rVB 9203 13312 0.77% 0.070%
2 3.687 63 68 75 rBvV 35744 57566 3.33% 0.301%
3  3.828 87 92 110 rBV 157790 264867 15.34%  1.385%
4 4.169 147 150 155 rvB3 2991 4413 0.26% 0.023%
5 6.048 464 470 476 rBV3 5108 8401 0.49% 0.044%
6 7.118 645 652 661 rBV 241713 405018 23.46% 2.118%
7 7.294 675 682 689 rBV 169070 272679 15.79%  1.426%
8 7.493 709 716 724 rBV 214884 363257 21.04%  1.900%
9 7.558 724 727 732 rVWV2 5621 8149 0.47% 0.043%
106 7.963 788 796 803 rBV 214346 349336 20.24% 1.827%
11 8.028 803 807 813 rVB3 4734 7606 0.44%  0.040%
12 8.657 907 914 926 rVB 294904 507449 29.39% 2.654%
13 9.115 983 992 1001 rBvV 213212 374492 21.69% 1.959%
14 9.679 1082 1088 1093 rBV 18907 29660 1.72%  0.155%
15 9.837 1106 1115 1123 rBV 170618 295544 17.12%  1.546%
16 10.249 1179 1185 1193 rBV2 2845 5160 0.30% 0.027%
17 10.372 1198 1206 1216 rBV 314456 541990 31.39% 2.835%
18 10.536 1230 1234 1241 rVB4 3175 5329 0.31% 0.028%
19 10.760 1264 1272 1279 rVB 324404 577580 33.46% 3.021%
20 10.883 1285 1293 1300 rBV 307401 543794 31.50%  2.844%
21 11.288 1356 1362 1369 rVB3 7265 12369 0.72% 0.065%
22 11.494 1391 1397 1403 rBV 39937 70708 4.10% 0.370%
23 11.799 1444 1449 1453 rVB3 1954 3035 0.18% 0.016%
24 12.187 1511 1515 1520 rBV2 2450 3700 0.21% 0.019%
25 12.240 1520 1524 1530 rVVv2 2335 3292 0.19% 0.017%
26 12.340 1537 1541 1546 rVB2 4977 7489 0.43% 0.039%
27 13.139 1672 1677 1682 rVB2 2843 4298 0.25% 0.022%
28 13.203 1682 1688 1691 rBV3 2515 4299 0.25% 0.022%
29 13.427 1721 1726 1731 rBV2 6180 9532 0.55% 0.050%
30 13.991 1814 1822 1832 rBV 602510 846227 49.02% 4.426%
31 14.090 1832 1839 1842 rVVv4 3137 5407 0.31% 028%
32 14.273 1859 1870 1878 rBV 670682 1083562 62.77% 667%
33 14.502 1902 1909 1913 rBV2 5507 8702 0.50%

34 14.584 1913 1923 1932 rVW 573367 897471 51.99%
35 14.754 1944 1952 1957 rBV 246460 390818 22.64%
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36 14.795 1957 1959 1960 rvv2 6176 7071 0.41%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc :

ALS vial : 5 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-BG080524.MA.M
Title : SVOA CALIBRATION
37 14.995 1990 1993 2000 rVB6 4262 7835 0.45% 0.041%
38 15.118 2008 2014 2018 rBV5 2518 4191 0.24% 0.022%
39 15.395 2056 2061 2066 rVB5 3943 7290 0.42% 0.038%
40 15.447 2066 2070 2074 rBV2 7187 9323 0.54% 0.049%
41 15.571 2084 2091 2100 rBV 899157 1340023 77.62% 7.008%
42 15.677 2103 2109 2119 rVvV 140795 204543 11.85% 1.070%
43 15.818 2127 2133 2136 rBV3 2813 5076 0.29% 0.027%
44 15.859 2136 2140 2144 rVB3 3788 4998 0.29% 0.026%
45 16.005 2161 2165 2169 rBvV3 2712 4283 0.25% 0.022%
46 16.135 2181 2187 2189 rBV4 3164 4211 0.24% 0.022%
47 16.264 2205 2209 2211 rVB4 2744 3252 0.19% 0.017%
48 16.311 2211 2217 2219 rBV3 8667 12825 0.74% 0.067%
49 16.340 2219 2222 2229 rVB2 11851 16695 0.97% 0.087%
50 16.728 2284 2288 2293 rBV3 2740 3977 0.23% 0.021%
51 16.781 2293 2297 2300 rVB4 1894 3230 0.19% 0.017%
52 16.887 2311 2315 2322 rWS5 2880 4115 0.24% 0.022%
53 17.104 2348 2352 2356 rvv3 9422 12338 0.71% 0.065%
54 17.157 2356 2361 2365 rVB4 4081 6241 0.36% 0.033%
55 17.257 2375 2378 2382 rBvV3 2609 3166 0.18% 0.017%
56 17.321 2382 2389 2396 rVV 700618 1056558 61.20% 5.526%
57 17.421 2399 2406 2414 rVV 927851 1388447 80.43% 7.261%
58 17.503 2414 2420 2426 rVB4 7548 11007 0.64% 0.058%
59 17.574 2426 2432 2434 rBv4 2950 4561 0.26% 0.024%
60 17.615 2437 2439 2442 rVWV3 3446 3958 0.23% 0.021%
61 17.644 2442 2444 2448 rVB4 3076 3161 0.18% 0.017%
62 17.721 2451 2457 2460 rVB6 3504 5452 0.32% 0.029%
63 17.838 2474 2477 2481 rBV 6230 7595 0.44% 0.040%
64 18.009 2503 2506 2513 rVB2 7100 7980 0.46% 0.042%
65 18.097 2517 2521 2525 rBV3 3390 5617 ©.33% 0.029%
66 18.226 2538 2543 2552 rBV 113540 177640 10.29% 0.929%
67 18.291 2552 2554 2560 rVB3 8482 12990 0.75% 0.068%
68 18.537 2591 2596 2598 rBV5 7112 8209 0.48% 0.043%
69 18.667 2614 2618 2620 rBVS5 2971 3991 0.23% 0.021%
70 18.784 2636 2638 2642 rVV4 3556 3874 0.22% 0.020%
71 19.037 2679 2681 2685 rVB3 3456 3141 0.18% 0.9016%
72 19.095 2687 2691 2697 rVB7 6953 13226 0.77% 0.069%
73 19.160 2697 2702 2705 rBV4 7014 10843 0.63% 0.057%
74 19.231 2711 2714 2716 rBV3 2482 3157 0.18% 0.9017%
75 19.266 2716 2720 2725 rBV5 14604 19906 1.15% 0.104%
76 19.336 2728 2732 2736 rBV 14945 23988 1.39% 0.125%

SFAM-EPA-BGO80524.MA.M Wed Aug 07 13:58:33 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc :

ALS vial : 5 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-BG080524.MA.M
Title : SVOA CALIBRATION
77 19.501 2754 2760 2770 rBV2 29105 55034 3.19% 0.288%
78 19.653 2782 2786 2788 rVV4 11014 14718 ©.85% ©.077%
79 19.700 2788 2794 2803 rVV 1195254 1710173 99.06% 8.944%
80 19.765 2803 2805 2812 rVB2 22622 28127 1.63% 0.147%
81 20.229 2880 2884 2887 rBVS5 8770 12137 ©.70% ©.063%
82 20.270 2888 2891 2893 rvv4 6156 5840 0.34% 0.031%
83 20.582 2940 2944 2946 rBV5 4718 5041 0.29% 0.026%
84 20.693 2960 2963 2966 rBV5 11522 12317 ©.71% 0.064%
85 20.793 2977 2980 2984 rVB2 12010 11475 ©0.66% 0.060%
86 21.204 3048 3050 3051 rBV2 5109 4088 0.24% 0.021%
87 21.245 3052 3057 3067 rVwV 98982 157662 9.13% 0.825%
88 21.563 3104 3111 3121 rBV2 751579 1198135 69.40% 6.266%
89 22.397 3249 3253 3259 rBVe6 15352 29259 1.69% 0.153%
90 22.738 3309 3311 3316 rVB6 7360 8456 0.49% 0.044%
91 23.072 3365 3368 3375 rVBS 15416 24141 1.40% ©.126%
92 23.260 3394 3400 3404 rVB2 44770 82225 4.76% 0.430%
93 23.860 3496 3502 3507 rBV3 22228 47895 2.77% ©.250%
94 24.447 3592 3602 3613 rBVY 639381 1726375 100.00% 9.029%
95 24.658 3628 3638 3649 rVV 489375 1269045 73.51% 6.637%
96 24.782 3652 3659 3669 rVB4 30987 85006 4.92% 0.445%
97 25.886 3839 3847 3859 rVB2 33587 92386 5.35% ©.483%
98 26.327 3920 3922 3923 rBV2 4676 4015 0.23% 0.021%
99 27.208 4064 4072 4079 rVB4 24340 74580 4.32% 0.390%
100 28.794 4335 4342 4344 rBV5 16392 36545 2.12% 0.191%
Sum of corrected areas: 19121170
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: MA/JU
. P3328-01

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
BG062270.D
6 Aug 2024 14:44

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.687 3.30 ng/ul 57566 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance  Scan 68 (3.687 min): BG062270.D\data.ms (-63) (-) m/z 45.15 100.00%

45.1
5000
REaE e
61.1 3.40 3.60 3.80 4.00
Ol et et OO - M/z 43,15 18.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5316: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
5000

3.40 3.60 3.80 4.00
m/z 61.15 5.85%

15.0 33.0
o ol | 610 760 89.0 1040
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R L R
3.40 3.60 3.80 4.00
5000 m/z 44.15 4.72%
o100 310 | 610 750
D L e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- Pl
45.0 3.40 3.60 3.80 4.00
m/z 42.05 2.88%
5000
15.0 33.0
L eto
0\H‘\H\“H{‘\i‘uu‘Hh‘\H\“‘\\H‘HH‘HH’HH’HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44

Operator : MA/JU

Sample : P3328-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .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 2 1-Phenoxypropan-2-ol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.494 2.45 ng/ul 70708 Naphthalene-d8 10.760
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l
2 1-Phenoxypropan-2-ol
3 1-Phenoxypropan-2-o0l
4 1-Phenoxypropan-2-ol
51

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202

000770-35-4 95
000770-35-4 93
000770-35-4 93
000770-35-4 93

-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
Abundance Scan 1397 (11.494 min): BG062270.D\data.ms (-1391) (- | m/z 94.15 100.00%
94.2
5000
77.2
45.1 ‘ 152.2 ide
121.2 .
0 m_mw ‘u‘_H‘H“_w‘;_“”_”w”w m/z 77.15  26.23%
m/z--> 20 100 120 140
Abundance #30117 1- Phenoxypropan -2-0
94.0
5000 7
11.50
o 1520  m/z 152.15  18.47%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan 2-ol
94.0
=
11.50
5000 m/z 45.15 16.91%
45.0 77.0 152.0
S WU
miz--> 20 80 100 120 140
Abundance #30124: 1- Phenoxypropan 2-ol I ‘
94.0 11.50
m/z 108.15 16.16%
5000
77.0
‘ 152.0
0 \\“%7\9““m\h_‘\w‘l‘l?-frwxw AL
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@80524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.226 3.36 ng/ul 177640  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2543 (18 226 min): BG062270.D\data.ms (-2538) (- | m/z 73.15 100.00%
43.1 73.2
5000 k
A =
18.00 18.50
I m/z 43.15 98.89%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #92063: Tridecanoic acid
43.0 73.0
5000 129.0 P T
18.00 18.50
171.0 m/z 60.15 91.81%
T
O]\-\\':_)\.‘O\‘}H‘“‘HH\“ \‘1\‘\‘”!\\\““\\‘”}‘\‘\‘H“\\}\“HH‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #92070: Tridecanoic acid
73.0
—1 Py
43.0 18.00 18.50
5000 m/z 55.15 83.31%
129.0
171.0 214.0
101.0 ‘ ‘
0150%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid e —
43.0 73.0 18.00 18.50
m/z 41.15 76.46%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWWHMAWWMNMWHHMJHJHW‘HWHH‘HHM e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\

: 5

Quant Method

Quant Title

TIC Library

Library Search Compound Report

BG062270.D
6 Aug 2024 14:44
: MA/JU
: P3328-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 4 Bromoacetic acid, octadecyl... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.246 2.63 ng/ul 157662  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91

2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3057 (21.245 min): BG062270.D\data.ms (-3052) (- | m/z 43.15 100.00%
43.1
83.2
5000
25 2 —— ——
21.00 21.50
181.2 223.2 2821 .
0 T R I B ““§?§ m/z 55.15 95.83%
miz--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
3.0
5000 —r —
21.00 21.50
Tlo m/z 57.15 89.53%
2500
0 ‘ﬂW‘H\“‘ m }p““‘ L O
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
—— —
21.00 21.50
5000 ITI/Z 83.15 75.74%
0 19'@ \‘\ | | “‘ \H\ ‘j‘ \‘\ h 1810 222.0 264.0 308.0
e L R A an w
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T —
55.0 21.00 21.50
97.0 -
m/z 69.15 73.84%
h \/\'ﬂh\ﬂ
oisd LB m0z2m0m00 e e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
Data File : BG@62270.D

Acqg On 6 Aug 2024 14:44
Operator : MA/JU

Sample : P3328-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG0O80524.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|
unknown-01 3.687 3.3 ng/ul 57566 1 7.963 349336 20.0
1-Phenoxypropan... 11.494 2.5 ng/ul 70708 2 10.760 577580 20.0
Tridecanoic acid 18.226 3.4 ng/ul 177640 4 17.321 1056560 20.0
Bromoacetic aci... 21.246 2.6 ng/ul 157662 5 21.563 1198140 20.0
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