LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc :

ALS Vvial : 52 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-BG110323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59661.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.541 25 26 29 rBV 5275 4262 0.31% 0.048%
2 3.612 35 38 40 rBV 3305 3914 0.28% 0.044%
3 3.941 92 94 99 rBV3 3342 4013 0.29% 0.045%
4 3,994 102 103 106 rBv2 6236 5313 0.38% 0.060%
5 4.e82 115 118 123 rBV3 11664 15049 1.08% 0.170%
6 4.387 167 170 172 rBV2 3513 4311 0.31% 0.049%
7 4.622 207 210 213 rBV 6060 6629 0.48% 0.075%
8 4.987 271 272 274 rBV 4659 3771  0.27% 0.043%
9 5.369 336 337 341 rBV 4850 4210 0.30% 0.048%
106 5.521 362 363 366 rBV 4786 3969 0.29% 0.045%
11 5.615 377 379 384 rVB 3760 5796 0.42% 0.066%
12 6.027 447 449 453 rBV 3605 5491 0.40% 0.062%
13 6.127 465 466 469 rBV 3414 3928 0.28% 0.044%
14 6.338 500 502 503 rBV 5531 4329 0.31% 0.049%
15 6.520 531 533 536 rVB 5256 5193 0.37% 0.059%
16 6.661 553 557 561 rBV 11642 20585 1.48% 0.233%
17 7.225 651 653 658 rVB 4660 3876 0.28% 0.044%
18 7.384 678 680 681 rBV 5952 4413 0.32% 0.050%
19 7.454 688 692 701 rVB2 31073 63909 4.60% 0.723%
20 7.666 723 728 734 rVB2 73849 120684 8.68% 1.365%
21 7.860 753 761 768 rBV2 107610 190702 13.72%  2.156%
22 7.942 774 775 778 rBV2 3906 4247 0.31% 0.048%
23 8.054 791 794 796 rBvV2 4570 4814 0.35% 0.054%
24 8.236 822 825 827 rBV2 3906 4753 0.34% 0.054%
25 8.353 838 845 853 rVB2 97662 180438 12.98%  2.040%
26 8.947 943 946 951 rvVB2 4979 7847 0.56% 0.089%
27 9.029 954 960 967 rVW3 86676 153337 11.03% 1.734%
28 9.282 1001 1003 1006 rVB 4827 5947 0.43% 0.067%
29 9.311 1006 1008 1010 rBV 4009 4319 0.31% 0.049%
30 9.399 1022 1023 1027 rBV 3178 3826 0.28% 0.043%
31 9.546 1041 1048 1054 rBV 137083 243969 17.55% 2.758%
32 9.758 1079 1084 1089 rBV2 8038 12526 0.90% 0.142%
33 10.098 1140 1142 1145 rBV 4171 3739 0.27% 0.042%
34 10.169 1150 1154 1155 rBV 3672 4431 0.32% 0.050%

2.

35 10.269 1164 1171 1179 rVB2 123150 226088 16.27%

36 10.709 1244 1246 1250 rVB2 3195 3727 0.27%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc :

ALS Vvial : 52 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-BG110323.MA.M
Title : SVOA CALIBRATION
37 10.792 1254 1260 1266 rBV3 166327 308859 22.22%  3.492%
38 10.903 1277 1279 1283 rBvV3 6114 6915 ©.50% 0.078%
39 11.197 1323 1329 1335 rVB2 142969 268537 19.32% 3.036%
40 11.338 1347 1353 1361 rVB2 107896 202980 14.60% 2.295%
41 11.761 1422 1425 1427 rVB2 4272 4195 0.30% 0.047%
42 11.837 1435 1438 1439 rBV 3945 4009 0.29% 0.045%
43 11.931 1453 1454 1457 rBV 4198 4767 0.34% 0.054%
44 12.072 1476 1478 1480 rBV 4370 4429 0.32% 0.050%
45 12.149 1490 1491 1496 rVB 4244 4305 0.31% 0.049%
46 12.249 1506 1508 1510 rVB3 5836 4307 0.31% 0.049%
47 12.731 1587 1590 1591 rBV 4710 5391 ©.39% 0.061%
48 12.860 1611 1612 1615 rVB 7012 4748 0.34% 0.054%
49 12.895 1615 1618 1620 rBV 4935 5425 0.39% 0.061%
50 12.960 1627 1629 1632 rVB 4673 3896 0.28% 0.044%
51 13.371 1693 1699 1705 rBV 5634 11624 0.84% 0.131%
52 13.488 1717 1719 1720 rBV 5547 4258 0.31% 0.048%
53 13.735 1758 1761 1763 rBV3 5188 6197 0.45% 0.070%
54 13.800 1770 1772 1777 rBV4 8886 11652 0.84% 0.132%
55 13.935 1794 1795 1797 rBV4 4299 3775 0.27% 0.043%
56 14.370 1863 1869 1876 rBV 428236 599699 43.15% 6.781%
57 14.564 1900 1902 1905 rBV 4257 4903 0.35% 0.055%
58 14.681 1915 1922 1932 rBV 403805 632081 45.48% 7.147%
59 14.852 1948 1951 1954 rBV 6220 7383 0.53% 0.083%
60 14.981 1966 1973 1979 rW 243109 378163 27.21% 4.276%
61 15.045 1982 1984 1986 rBV 4800 3684 0.27% 0.042%
62 15.145 1996 2001 2008 rVB3 46932 78693 5.66% 0.890%
63 15.404 2044 2045 2050 rVB3 4892 3983 0.29% 0.045%
64 15.686 2091 2093 2096 rVB3 5948 6159 0.44% 0.070%
65 15.715 2096 2098 2101 rBV3 3820 4481 ©0.32% 0.051%
66 15.968 2135 2141 2147 rVB 503721 791689 56.96% 8.951%
67 16.068 2153 2158 2163 rVB2 197095 281557 20.26%  3.183%
68 16.191 2177 2179 2180 rBV 5684 4119 0.30% 0.047%
69 16.279 2191 2194 2196 rBV 3705 3914 0.28% 0.044%
70 16.984 2312 2314 2316 rBV 7263 5161 0.37% 0.058%
71 17.026 2319 2321 2322 rVV2 7649 6240 0.45% 0.071%
72 17.043 2322 2324 2328 rVB3 10216 10552 0.76% 0.119%
73 17.208 2348 2352 2355 rBV2 6542 7856 ©.57% 0.089%
74 17.431 2388 2390 2392 rVB2 6099 4238 0.30% 0.048%
75 17.731 2435 2441 2447 rBV 337833 498118 35.84% 5.632%

76 17.830 2452 2458 2468 rVB 608759 942980 67.85% 10.662%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc

ALS Vvial : 52 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-BG110323.MA.M
Title : SVOA CALIBRATION

77 18.547 2576 2580 2587 rBV2 119754 164976 11.87% 1.865%
78 18.729 2609 2611 2612 rBV 7226 4313 0.31% 0.049%
79 19.669 2767 2771 2772 rBV4 18362 17283 1.24% 0.195%
80 19.805 2791 2794 2800 rVB4 67102 85627 6.16% 0.968%

81 20.104 2839 2845 2851 rVB 941678 1389856 100.00% 15.715%
82 22.061 3173 3178 3185 rVB 388896 688008 49.50% 7.779%

Sum of corrected areas: 8844340
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59661.D
5 Nov 2023 19:04
: MA/JU
. 05013-18

: 52 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059661.D\data.ms
800000
600000
400000
200000 10.79
60 9.546 10.269 %1119338
766 8.353  9.029 -
, S581288042. 3976224.9675 JBBL5 6 018 TREAH1 7235%57\ 89Am 758000 903 | || 11 vRIAZ299 1 22
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\ \\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 &OO 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059661.D\data.ms
20.104
800000
17.830
600000
15.968
14'31&681 22.061
400000 17.781
14.981
200000 1p.068
5.145
01&32@1@%}35 45 A55. 4% 6979  1B(IE308131
P e e T T T [
Time--> 13.50 14.00 1450 1500 1550 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: BG059661.D\data.ms
800000
600000
400000
200000
— ottt et Ao LA b s Al At 0
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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\BG110423\
Data File : BG@59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 3

R.T. EstConc Area Relative to ISTD R.T.
6.6l 2.28 ng/ul 2585 1,4-Dichlorobenzene-dd  8.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Butadiene, 1,1,4-trichloro- 156 CAH3C13 058679-08-6 23
2 .beta.-Chlordene 336 C1OH6Cl6 056534-03-3 12

3 4-(5-Chloro-2,4-dinitrophenyl)mo... 287
4 3-endo,5-endo-dichloro-7,7-bis-c... 340

C10H1eCIN305

C10H1eCl6

1000444-49-3 10
1000365-99-8 10

5 4H-Thiazolo[4,5-E]benz[b]1,4-dia... 251 C1@H6CIN30S 313534-18-8 10
Abundance Scan 557 (6.661 min): BG059661.D\data.ms (-553) (-) m/z 327.10 100.00%
29.2 162. 8220 2 327.1
408.1
5000 469.1
534..
‘ ' H 6.40 6.60 6.80 7.00
o_m_m_ A L myz 293,50 90.79%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #33219: 1,2-Butadiene, 1,1,4-trichloro-
121.0
5000 51.0
6.40 6.60 6.80 7.00
‘ ‘ m/z 162.80 90.33%
O‘\\\\“‘”\\\“\ ‘\\‘H\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
27.0
85.0 230.0 6.40 6.60 6.80 7.00
303.0 m/z 220.20 83.84%
5000 169.0 /
ol ARl A o g L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #182080: 4-(5-Chloro-2,4-dinitrophenyl)morpholine
30.0 6.40 6.60 6.80 7.00
m/z 49.20 82.78%
5000
112.0 270.0
194.0
OTV_F
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.547 6.62 ng/ul 164976  Phenanthrene-di10 17.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
2 Dodecanoic acid 200 C12H2402 000143-07-7 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 37

Abundance Scan 2580 (18.547 min): BG059661.D\data.ms (-2576) (- | m/z 73.05 100.00%

73.0
5000
213.2
1571 Aad WaVia TaTWIAS
|, |292.8 3726 4520 535.
T T

*““"}l i m/z 55.05  47.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000

18.50

o

n
T

} 157.0 m/z 60.05 44..94%
O‘\\l‘\‘\“l\’ llh)ﬂml“l\\ll\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
\,\A‘ T T T \m‘
18.50
5000 m/z 129.05 39.58%
200.0
0[5.0 143.0
e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109283: Tetradecanoic acid
73.0 18.50

m/z 71.10  38.56%

5000
185.0
O‘Hwa MMJ.\\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.805 3.44 ng/ul 85627  Phenanthrene-d1e 17.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 60
2 Octadecanoic acid 284 C18H3602 000057-11-4 59
3 Octadecanoic acid 284 C18H3602 000057-11-4 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 2794 (19.805 min): BG059661.D\data.ms (-2791) (- | m/z 129.05 100.00%
129.1
73.1
241.1
5000
19.50 20.00
0 m/z 73.10 76.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
5000 129.0 g‘ d ‘20\00‘
185.0 19.5 :

m/z 241.10  59.73%

L5-$H\ [ |m 1‘“ h‘u |y \

O‘\\\\’ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
AAM‘A ‘A‘A ‘AA‘ M‘ 11—
19.50 20.00
1230 284.0 m/z 43.18  55.96%
5000 . + 7074
185.0
O A e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid
43.0 19.50 20.00
m/z 71.00 51.72%
5000 129.0
185.0 284.0
Ol,mwm“d*‘\“‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59661.D

Acqg On : 5 Nov 2023 19:04
Operator : MA/JU

Sample : 05013-18

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 6.661 2.3 ng/ul 20585 1  8.347 180438 20.0
n-Hexadecanoic ... 18.547 6.6 ng/ul 164976 4 17.731 498118 20.0
Tetradecanoic acid 19.865 3.4 ng/ul 85627 4 17.731 498118 20.0
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