LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc :

ALS Vvial : 25 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: BGO62429.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.419 18 22 30 rvB2 12249 20470 0.92% 0.098%
2 3.678 62 66 77 rVB 26904 44746 2.01% 0.215%
3 3.825 87 91 105 rVB 70372 116219 5.21% ©.558%
4 3,942 105 111 115 rVB6 3673 6053 0.27% 0.029%
5 4.160 146 148 155 rVvB6 3849 6471 0.29% 0.031%
6 4.606 223 224 229 rBV5 1598 2319 0.10% 0.011%
7 5.070 302 303 308 rVB4 2248 2648 0.12% 0.013%
8 7.114 644 651 661 rBV 83962 143347 6.43% 0.688%
9 7.285 673 680 689 rBv 206383 326734 14.65% 1.568%
10 7.490 707 715 722 rBV 230278 397303 17.82% 1.907%
11  7.543 722 724 730 rVB2 4586 6029 0.27% 0.029%
12 7.954 787 794 802 rVB 250255 423432 18.99% 2.032%
13 8.019 802 805 810 rVB4 1924 2629 0.12% 0.013%
14 8.653 906 913 923 rVB 219654 380104 17.05%  1.824%
15 9.106 982 990 998 rBV 260846 447104 20.05%  2.145%
16 9.670 1081 1086 1093 rVB3 9463 14698 0.66% 0.071%
17 9.828 1105 1113 1125 rBV 213739 369546 16.57% 1.773%
18 10.052 1145 1151 1156 rBV3 1743 3172  0.14% 0.015%
19 10.363 1197 1204 1215 rVB 336400 599779 26.90% 2.878%
20 10.751 1262 1270 1278 rBV 417433 725974 32.56% 3.484%
21 10.874 1283 1291 1301 rBV 265846 488939 21.93%  2.346%
22 11.273 1355 1359 1364 rBV3 6883 11042 0.50% 0.053%
23 11.485 1388 1395 1400 rBV2 51143 89784 4.03% 0.431%
24 12.331 1535 1539 1546 rBV3 5716 9631 0.43% 0.046%
25 13.189 1682 1685 1687 rBV3 2470 2429 0.11% 0.012%

26 13.982 1813 1820 1827 rVB 652742 933391 41.86%
27 14.222 1856 1861 1862 rBV3 4874 5464 0.25%
28 14.269 1862 1869 1878 rVB 724922 1129144 50.64%

o uUTulo p
N
[y
[e
S

29 14.575 1914 1921 1930 rVB 731438 1096246 49.16% 260%
30 14.751 1946 1951 1958 rBV 83977 156215 7.01% 750%
31 14.798 1958 1959 1964 rVB3 16929 13227 ©.59% 0.063%
32 14.916 1973 1979 1981 rBV3 2417 3919 0.18% 0.019%
33 14.980 1987 1990 1995 rBV5 2748 4440 0.20% 0.021%
34 15.215 2026 2030 2035 rVB4 1489 2743 0.12% 0.013%
35 15.374 2053 2057 2061 rBV3 4047 6303 0.28% ©0.030%
36 15.427 2064 2066 2071 rBvV2 1774 2758 0.12% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc :

ALS Vvial : 25 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 15.568 2083 2090 2097 rBV 969471 1452252 65.13% 6.969%
38 15.673 2102 2108 2115 rVV 279390 405413 18.18%  1.945%
39 15.726 2115 2117 2121 rVB4 3755 4152 0.19% 0.020%
40 15.803 2129 2130 2134 rVB2 4751 4977 0.22% 0.024%
41 16.249 2203 2206 2210 rVB4 1699 2660 0.12% 0.013%
42 16.290 2210 2213 2219 rBV5 4548 6936 0.31% 0.033%
43 16.713 2280 2285 2289 rBV5 4138 6226 ©0.28% 0.030%
44 16.878 2307 2313 2317 rBV6 5357 9792 0.44% 0.047%
45 16.983 2325 2331 2335 rBV5 2002 3581 0.16% 0.017%
46 17.042 2337 2341 2342 rVB3 3545 3594 0.16% 0.017%
47 17.077 2344 2347 2350 rBV5 5578 6762 0.30% 0.032%
48 17.242 2372 2375 2378 rVWW7 3406 2955 0.13% 0.014%
49 17.312 2380 2387 2395 rVvV 825097 1264238 56.70% 6.067%
50 17.412 2397 2404 2414 rBV 1062994 1538554 69.00% 7.383%
51 17.483 2414 2416 2419 rBV4 3933 4269 0.19% 0.020%
52 17.600 2433 2436 2437 rBvV3 2925 3200 0.14% 0.015%
53 17.630 2439 2441 2442 rVV2 5779 5779 0.26% 0.028%
54 17.677 2444 2449 2455 rVB3 12035 24030 1.08% 0.115%
55 17.818 2469 2473 2477 rBV4 3339 5371 0.24% 0.026%
56 17.988 2499 2502 2507 rBV6 5415 8383 0.38% 0.040%
57 18.029 2507 2509 2512 rVB4 2344 2445 0.11% 0.012%
58 18.082 2514 2518 2524 rBV7 5332 10429 0.47% 0.050%
59 18.211 2534 2540 2550 rBV 123398 197888 8.87% 0.950%
60 18.534 2589 2595 2597 rBV7 4544 9739 0.44% 0.047%
61 18.687 2617 2621 2624 rVB4 3755 5101 ©0.23% 0.024%
62 18.875 2650 2653 2657 rVB6 5438 5860 0.26% 0.028%
63 19.010 2674 2676 2681 rVB5 3797 5012 0.22% 0.024%
64 19.092 2688 2690 2696 rVB6 8452 10227 0.46% 0.049%
65 19.145 2696 2699 2700 rBV3 3160 3132 0.14% 0.015%
66 19.222 2710 2712 2714 rBV3 2628 2431 0.11% 0.012%
67 19.263 2714 2719 2724 rBV2 15998 23355 1.05% 0.112%
68 19.327 2726 2730 2734 rBV2 21570 33431 1.50% 0.160%
69 19.480 2752 2756 2761 rBV2 33641 47368 2.12% 0.227%
70 19.609 2775 2778 2779 rBV2 8206 7763 0.35% 0.037%
71 19.633 2779 2782 2785 rVV3 15324 22618 1.01% 0.109%
72 19.697 2786 2793 2809 rVB 1340245 2229890 100.00% 10.700%
73 20.208 2878 2880 2883 rVV4 7537 6408 0.29% 0.031%
74 20.244 2884 2886 2890 rVB3 9917 9969 0.45% 0.048%
75 20.672 2956 2959 2963 rBV3 11235 11715 ©.53% 0.056%
76 20.737 2968 2970 2973 rVB3 12349 11969 0.54% 0.057%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS Vvial : 25 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 21.225 3048 3053 3061 rBV2 166729 260278 11.67%  1.249%
78 21.554 3102 3109 3118 rBV2 928934 1449711 65.01% 6.957%
79 21.765 3142 3145 3149 rVB4 18023 22184 0.99% 0.106%
80 22.358 3243 3246 3255 rVB6 19809 38230 1.71% ©0.183%
81 23.022 3356 3359 3366 rVB4 17238 26504 1.19% ©.127%
82 23.204 3385 3390 3397 rVB2 42094 79863 3.58% ©0.383%
83 23.804 3489 3492 3497 rVB5 16508 25304 1.13% 0.121%
84 24.432 3589 3599 3614 rVB 739465 1981062 88.84% 9.506%
85 24.644 3625 3635 3645 rBV 543307 1527672 68.51% 7.331%
86 25.601 3796 3798 3801 rBvV4 6338 6675 ©0.30% 0.032%
87 25.889 3845 3847 3848 rBV2 10171 7405 ©0.33% 0.036%

Sum of corrected areas: 20839214
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 25

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081524\

BG062429.D

: 16 Aug 2024 00:12
: MA/JU
: P3533-10

: SVOA CALIBRATION

Sample Multiplier:

1

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS vial : 25 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 Propane, 2-ethoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.678 2.11 ng/ul 44746  1,4-Dichlorobenzene-d4 7.954

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
Abundance  Scan 66 (3.678 min): BG062429.D\data.ms (-62) (-) m/z 45.15 100.00%
45.1
5000 {\\
R S EEma
61.0 88.0 3.40 3.60 3.80 4.00
ot et e e e e m/z 43.15 17.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2366: Propane, 2-ethoxy-
45.0
5000
73.0 3.40 3.60 3.80 4.00
27.0 ' m/z 44.10 5.98%
15.0 '
59.0
O \\\‘-\\\\‘\i‘\\‘\\‘1‘}“‘\\\\“‘}{{\‘\\\\‘\\\\’\\\\’\\8\8\‘3\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2373: Propane, 2-ethoxy-
45.0
3.40 3.60 3.80 4.00
5000 m/z 61.05 4.91%
73.0
15.0 270
AT NS TN .
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol R e A
45.0 3.40 3.60 3.80 4.00
m/z 42.15 3.94%
5000
1.
ol . 190 30 | 610 750
m/z--> 0O 10 20 30 40 50 60 70 80 90 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@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS vial : 25 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.485 2.47 ng/ul 89784  Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
Abundance Scan 1395 (11.485 min): BG062429.D\data.ms (-1388) (- | m/z 94.15 100.00%
94.2
5000
77.2
51.1 152.2 ] 0‘
11.5
1192
0 w“ Hw\ A “‘, —d - ‘ e m/z 77.15  29.59%
m/z--> 20 40 80 100 120 140
Abundance #30117 1-Phenoxypropan-2-o
94.0
5000 T
11.50
.0 1520  m/z 152.15  18.74%
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan 2-ol
94.0
=
11.50
5000 m/z 51.15 18.45%
45.0 77.0 152.0
BN -
m/z--> 20 100 120 140
Abundance #30123: 1- Phenoxypropanz ol TN S 17V WS
94.0 11.50
m/z 45.25 17.92%
5000
77.0
39.0 ‘ 152.0
5
S T B ONNE SNSRI R
miz-> 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@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS vial : 25 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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.211 3.13 ng/ul 197888  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2540 (18.211 min): BG062429.D\data.ms (-2534) (- | m/z 43.15 100.00%
43.1 73.2
5000
129.2
213.2 s T
‘ ‘ 171.3 ‘ 256. 18.00 18.50
0 : MM‘ “m Nuw oy L‘J“Hﬂ‘u‘h “M m/z 73.15 94.66%
m/z--> 50 100 1 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 s pecy ==
129.0 18.00 18.50
213.0 m/z 57.10 84.98%
i ]
01‘4‘0 ‘\ ‘H Il M‘ \H“ \\\‘H\ HM‘ Ll gl ‘ i “‘u\‘ A L‘ . “ ——
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
SSS T
18.00 18.50
5000 129.0 m/Z 60.15 84.23%
97.0 171 0 2130 256.0
oL ‘“‘ U!‘ Al ‘\ Hh”\ u‘\ i ‘ “ ‘ - \‘ ““ L “\‘
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T e
43.0 73.0 18.00 18.50
m/z 41.10 75.81%
5000 256.0
129.0
oL ““ H‘M‘u H!‘ HH‘ MMH ‘\u‘\‘u‘\ ‘\ ‘ ‘ ‘\‘u i | \‘ s aia
m/z--> 50 100 150 200 250 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@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS vial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.225 3.59 ng/ul 260278  Chrysene-di12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3053 (21.225 min): BG062429.D\data.ms (-3048) (- | m/z 57.15 100.00%
57.1

1.2 i

5000
2100 2150
165.2 283.1
| ‘M 0222131 2831 3408 w/z 55.15  95.72%

0 i | \H\ | bbby

m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
11.0

5000 : L L
21.00 21.50

m/z 43.15 86.07%

oLLLLLL 4\” |16702100 2020 3640
miz--> 50 100 150 200 250 300 350 400
Abundance #321013: Heptafluorobutyric acid, hexadecyl ester
57.0

21.00 21.50

m/z 83.15 69.70%
5000 11.0
224.0
ol LLLLLLLL T 200200
mlz--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate T T
57.0 21.00 21.50

m/z 69.15 64.25%

oL MJL%5H 1238.0283.0 334.0

T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62429.D

Acqg On : 16 Aug 2024 00:12
Operator : MA/JU

Sample : P3533-10

Misc

ALS Vvial : 25 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 2-ethoxy- 3.678 2.1 ng/ul 44746 1 7.954 423432 20.0
1-Phenoxypropan... 11.485 2.5 ng/ul 89784 2 10.751 725974 20.0
n-Hexadecanoic ... 18.211 3.1 ng/ul 197888 4 17.312 1264240 20.0
(DEL) Alkane: S... 21.225 3.6 ng/ul 260278 5 21.554 1449710 20.0
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