LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc :

ALS vial : 8 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_ N\Methods\SFAM-EPA-BN©50324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31399.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.387 64 68 77 rBV 45465 71133  0.21% 0.042%
2 3.522 89 91 106 rBvV 122143 199790 0.58% 0.118%
3 4.952 323 334 348 rBV 17058921 29212531 85.03% 17.267%
4 6.287 555 561 569 rBV 27909 44935 0.13% 0.027%
5 6.775 638 644 656 rBv2 138729 315549 0.92% 0.187%
6 6.946 666 673 683 rBV 426582 672450 1.96% 0.397%
7 7.134 697 705 716 rBvV2 475871 857018 2.49% 0.507%
8 7.487 757 765 776 rBV 4471827 7169522 20.87% 4.238%
9 7.652 778 793 798 rBV 15341497 29277040 85.22% 17.305%
10 7.969 834 847 852 rBV 16463924 34356594 100.00% 20.308%
11 8.310 898 905 916 rBV 361788 612148 1.78% 0.362%
12 8.763 974 982 983 rBV 460155 713113 2.08% 0.422%
13 8.822 983 992 997 rVB 5578340 10919429 31.78% 6.454%
14 9.081 1031 1036 1042 rBV 35396 56732 0.17% 0.034%
15 9.322 1071 1077 1085 rBV3 25903 53069 ©0.15% 0.031%
16 9.410 1085 1092 1096 rVV4 33963 87361 ©.25% 0.052%
17  9.469 1096 1102 1116 rVB 494115 808527 2.35% 0.478%
18 10.004 1185 1193 1200 rBV 679237 1172578 3.41% 0.693%
19 10.069 1200 1204 1211 rVV2 79135 131542 0.38% 0.078%
20 10.157 1213 1219 1225 rW 51646 88092 0.26% 0.052%
21 10.246 1225 1234 1249 rVV 5172953 8514051 24.78% 5.033%
22 10.375 1250 1256 1270 rVB 655916 1069391 3.11% 0.632%
23 10.522 1270 1281 1295 rBV2 538496 1076180 3.13% 0.636%
24 10.757 1313 1321 1335 rBV 2286722 3735449 10.87% 2.208%
25 10.987 1352 1360 1373 rVB 2282993 3703633 10.78% 2.189%
26 11.122 1377 1383 1388 rBV 34346 65640 ©0.19% 0.039%
27 11.198 1388 1396 1408 rVB 603468 1086773 3.16% 0.642%
28 12.416 1599 1603 1613 rVB 76857 126234 ©0.37% 0.075%
29 12.822 1666 1672 1678 rBV 66932 106031 0.31% 0.063%
30 13.034 1702 1708 1721 rVB 248487 407274 1.19% 0.241%
31 13.151 1721 1728 1733 rBV4 23450 45798 0.13% 0.027%
32 13.204 1733 1737 1743 rVWV2 32335 47838 0.14% 0.028%
33 13.269 1743 1748 1756 rVV2 100105 148242 ©0.43% ©0.088%
34 13.663 1805 1815 1821 rBV 1495875 2197505 6.40% 1.299%
35 13.939 1851 1862 1869 rBV 1588163 2329428 6.78% 1.377%

36 14.245 1908 1914 1925 rBV 997612 1468420 4.27%  0.868%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc :

ALS vial : 8 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_ N\Methods\SFAM-EPA-BN©50324.MA.M
Title : SVOA CALIBRATION
37 14.469 1944 1952 1962 rBV2 224235 455775 1.33% 0.269%
38 15.245 2073 2084 2091 rBV 2107979 2933335 8.54% 1.734%
39 15.375 2100 2106 2119 rBV 853372 1130833 3.29% 0.668%
40 16.998 2375 2382 2392 rBV 1310718 1810195 5.27% 1.070%
41 17.098 2392 2399 2409 rVV2 2396313 3433698 9.99% 2.030%
42 17.404 2446 2451 2462 rVBS 14541 43191 0.13% 0.026%
43 17.680 2493 2498 2502 rVB 53237 66056 ©0.19% 0.039%
44 17.91@ 2531 2537 2546 rBV 995750 1382187 4.02% 0.817%
45 18.333 2603 2609 2613 rBv2 55837 66676 0.19% 0.039%
46 18.380 2613 2617 2624 rVB4 58056 83674 0.24% 0.049%
47 18.863 2691 2699 2704 rVB6 27267 50544 0.15% 0.030%
48 18.963 2712 2716 2720 rBV2 34567 41292 0.12% 0.024%
49 19.039 2724 2729 2732 rBV 32042 47595 0.14% 0.028%
50 19.198 2750 2756 2778 rBV 1680454 2525930 7.35% 1.493%
51 19.404 2785 2791 2798 rVB 3035372 4068771 11.84%  2.405%
52 20.939 3047 3052 3062 rBv4 78274 195880 0.57% 0.116%
53 21.233 3097 3102 3112 rBV2 1409081 1990570 5.79% 1.177%
54 22.751 3357 3360 3367 rVB2 46496 81464 0.24% 0.048%
55 23.921 3549 3559 3572 rBV2 1608641 3838296 11.17% 2.269%

56 24.115 3583 3592 3607 rVB 812943 1986965 5.78% 1.174%

Sum of corrected areas: 169179967
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031399.D\data.ms
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1.6e+07 7.652

1.4e+07
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 Benzene, 1-chloro-3-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.987 69.27 ng/ul 3703636  Naphthalene-ds 16.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-chloro-3-nitro-
2 Benzene, 1-chloro-4-nitro-
3 Benzene, 1l-chloro-3-nitro-
4 Benzene, 1-chloro-4-nitro-

157 C6H4CINO2
157 C6H4CINO2
157 C6H4CINO2
157 C6H4CINO2

000121-73-3 96
000100-00-5 94
000121-73-3 93
000100-00-5 93

5 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 92
Abundance Scan 1360 (10.987 min): BN031399.D\data.ms (-1352) (- | m/z 110.95 100.00%
75.0 111.0
156.9
5000
50.0
129.0 ‘ 11.00
Ot 9200 L1290 L, 75,08 85.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000
11.00
50.0 m/z 156.90 54.48%
30.0 ‘ ‘ ‘
O+ T \‘\ \H‘ \‘\“\ T ‘M\ T \m T 1‘9\2\.(\)"\ T 1‘\ ‘1\%\‘9\.(\)‘ T \“ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #34189: Benzene, 1-chloro-4-nitro-
78.0 111.0 15v.0 K
it
11.00
5000 50.0 ITI/Z 113.00 31.67%
30.0
) e
ol e ‘1M\\”\\1w‘\ﬁ\\y\\\ﬂi\
m/z--> 20 40 60 80 100 120 140 160
Abundance #34186: Benzene, 1-chloro-3-nitro- T f&‘
111.0 11.00
m/z 50.00 29.38%
75.0 157.0
5000
30.0 50.0
Ol 920, | 1290
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©50624\
Data File : BN@31399.D

Acqg On : 06 May 2024 14:43

Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1-chloro-2-nitro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.198 20.33 ng/ul 10867760  Naphthalene-d8 10.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
2 Benzene, 1-chloro-2-nitro- 157 C6H4ACINO2 000088-73-3 97
3 Benzene, 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96
4 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 95
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 95

Abundance Scan 1396 (11.198 min): BN031399.D\data.ms (-1388) (- | m/z 75.00 100.00%
78.0
111.0
156.9
5000
50.0
H ‘ ‘ ‘ 11.00 11.50
Ol e L 2089 s 116,95 75.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34188: Benzene, 1-chloro-2-nitro-
78.0
1110 157.0
5000
50.0 11.00 11.50
‘ m/z 156.90  57.53%
O .‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34187: Benzene, 1-chloro-2-nitro-
75.0 /\7
——
111.0 11.00 11.50
5000 157.0 m/z 99.00  56.65%
50.0
o 270
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34191: Benzene, 1-chloro-4-nitro- T
75.0 111.0 1100 11.50
m/z 127.00 36.00%
157.0
5000
50.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1100 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 Phenol, 3,4-dichloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.269 2.02 ng/ul 148242  Acenaphthene-di10 14.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 98
2 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 97
3 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 96
4 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 96
5 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 96
Abundance Scan 1748 (13.269 min): BN031399.D\data.ms (-1743) (- | m/z 161.90 100.00%
161.9
5000 98.9
63.0
36.9 126.0 13 00 13 50
0 el 2070 /7 163,90 65.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38210: Phenol, 3,4-dichloro-
162.0
5000 99.0 — A
63.0 13 OO 13.50
m/z 98.90 50.84%
133.0
O]\-\4.\(‘)\\:3\\‘\\h\‘\“‘}\}‘H\“\\\\““\\\\’\h\\m}‘\\\\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38224: Phenol, 3,4-dichloro-
162.0
—
13 OO 13.50
5000 m/z 63.00 34.42%
99.0
63.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38229: Phenol, 3,5-dichloro- ey T
162.0 13.00 13.50
m/z 62.00 18.22%
99.0
5000 63.0
1330
olta0 B0, L b R W e A /\ .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.910  15.27 ng/ul 1382190  Phenanthrene-d10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2537 (17.910 min): BN031399.D\data.ms (-2531) (- | m/z 73.00 100.00%
3.0

3

43.0
5000 129.0
2131 aSu-
| H “ 157.1‘18‘5.1 ‘ 256.1 1800
oww‘gm Il “m‘Mw_wumm_m‘mMwu_huwlw m/z 43.05 81.47%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT =
18.00
157.01g5 02130  256.0 m/z 60.00 77 .79%

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
=
43.0 129.0 256.0 18.00
5000 ITI/Z 41.05 73.94%
213.0
H 157.0185.0
0 H“Hm‘“;‘u”!”‘ I “‘NLHUM“U‘l“““mewm “‘HM“‘H‘W‘m_m“u
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid =
3 2
43.0 73.0 256.0 18.00
m/z 55.00 73.52%
5000
129.0
213.0
‘ H (ﬂ 157.0185.0 ‘
ool W MR LT Ly ] I
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On : 06 May 2024 14:43
Operator : MA/JU

Sample : P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©50324.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.198 25.38 ng/ul 2525930  Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2756 (19.198 min): BN031399.D\data.ms (-2750) (- | m/z 72.95 100.00%
43.0 73.0
129.1
5000
1851 2412 ) e —
| ‘ ‘ ‘ 284.% 19.00 19.50
oL— H‘Hu h H Hh‘w M‘\‘M ‘\ el “ N “ ol e ‘L‘ m/z 43.00 97.38%
miz--> 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. — —
185.0 241.0 19.00 19.50
m/z 60.00 84.19%
[o) \“‘ I M H‘ H‘HHHM‘ M . \‘ ‘\ e “ - “ ‘\ ‘\‘ . “‘
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
— —
19.00 19.50
5000 129.0 m/z 55.00 80.92%
284.C
VI e
oL— “‘ ‘1“‘ h H‘ H‘H\ ‘M‘ \\‘\ \‘ | I ‘\ “\‘ “ - \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid —= =
73.0 19.00 19.50
m/z 41.00 79.15%
5000 129.0
‘ 1850 o410 284
oL— “ \“\‘ h \H HHL w‘u‘\‘h‘\ il - ‘ MR ‘L‘ _ ‘L‘ —— —
m/z--> 50 100 150 200 250 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@©31399.D

Acqg On . 06 May 2024 14:43
Operator : MA/JU

Sample ¢ P2279-11

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@50324.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-chlo... 10.987 69.3 ng/ul 3703630 2 10.375 1069390 20.0
Benzene, 1-chlo... 11.198 20.3 ng/ul 1086770 2 10.375 1069390 20.0
Phenol, 3,4-dic... 13.269 2.0 ng/ul 148242 3 14.245 1468420 20.0
n-Hexadecanoic ... 17.910 15.3 ng/ul 1382190 4 16.998 1810200 20.0
Octadecanoic acid 19.198 25.4 ng/ul 2525930 5 21.233 1990570 20.0
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