LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acqg On : 01 Sep 2022 18:12

Operator : CG/JU

Sample : N4458-03

Misc

ALS vial : 6 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 separa

Method
Title
Signal
peak R.T. f
# min
1 3.128
2 3.563
3  3.781
4 3.875
5 5.022
6 6.910
7 7.069
8 7.257
9 7.333
10 7.439
11 7.610
12 7.728
13 7.763
14  8.075
15 8.451
16  8.898
17 8.939
18 9.057
19 9.286
20 9.357
21  9.539
22 9.616
23 10.151
24 10.222
25 10.316
26 10.386
27 10.463
28 10.522
29 10.674
30 10.910
31 11.139
32 11.357
33 11.545
34 11.780
35 11.839
36 11.951

SFAM-EPA-BM@8

tion: 5

: TIC: BM@36478.D\data.ms

irst

scan scan s

95
130
147
339

151
346

661
684
719
737
753

667
694
726
739
757

781
798
809
857
923

786
806
812
865
929

997
1008
1030
1066
1078

1005 1
1012 1
1032 1
1071 1
1083 1

1110
1120
1211
1229
1240

1114 1
1127 1
1218 1
1230 1
1246 1

1251
1266
1274
1299
1337

1258 1
1271 1
1281 1
1307 1
1347 1

1379
1415
1450
1490
1500

1386 1
1423 1
1455 1
1495 1
1505 1

1518 1524 1

1622.M Fri

can

34
114
141
156
356

679
706
737
751
766

793
809
822
876
942

008
023
040
Q75
088

118
145
229
238
251

266
274
289
319
359

403
434
459
500
516

530

Sep

last PK

TY

rVB
rBv
rvVB
rBv
rBv

rBv
rBv
rBv
rvvo
rVB5

rBv
rBv
rvVB
rBv
rBv

rBv
rvB
rvB6
rBv
rVB8

rBvV5
rvv
rBv
rvv7
rBv1e

rBv
rvvs
rVB
rBv
rvVB

rVB
rBv
rBveé
rBv
rvv2

rvVB

peak
height
50189
161849
24711
23443
330706

159827
753085
680646
9756
5819

90290
653128
336668

2123763
517598

902262
1042947
5376
15534
8337

6538
733564
974889

12342
6047

982058

10481
958093
488732
512297

704905
143696
5007
32112
61139

25755

corr. corr.
area % max.
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM090122\
Data File : BM@36478.D

Acqg On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc :

ALS vial : 6 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_M\Methods\SFAM-EPA-BM@81622.M
Title : SVOA CALIBRATION
37 12.121 1548 1553 1559 rVB2 20206 31574 0.42% 0.041%
38 12.451 1602 1609 1615 rBvV7 9754 17224 0.23% 0.022%
39 12.527 1615 1622 1625 rVV 79128 130358 1.75% 0.169%
40 12.563 1625 1628 1637 rVB2 48912 76353 1.02% 0.099%
41 12.768 1659 1663 1666 rVB4 7874 10154 0.14% 0.013%
42 12.815 1666 1671 1676 rBV3 27126 49364 0.66% 0.064%
43 12.910 1682 1687 1692 rVB2 20650 28594 0.38% 0.037%
44 12.974 1692 1698 1705 rVB5 25016 48907 0.65% 0.063%
45 13.174 1725 1732 1735 rBvV 295741 499750 6.69% 0.647%
46 13.298 1749 1753 1757 rBV7 7120 13474 0.18% 0.017%
47 13.351 1757 1762 1767 rVV6 25579 41491 0.56% ©.054%
48 13.421 1767 1774 1786 rVB2 39815 91380 1.22% ©.118%
49 13.721 1821 1825 1830 rBV5 9183 18289 0.24% 0.024%
50 13.798 1830 1838 1844 rVV 2143931 2976643 39.85% 3.853%
51 13.857 1844 1848 1852 rVV 119422 179842  2.41% 0.233%
52 13.898 1852 1855 1863 rVB2 41555 61578 0.82% 0.080%
53 13.974 1864 1868 1872 rBV 20283 25212 ©0.34% 0.033%
54 14.027 1872 1877 1878 rBV5 16160 21409 0.29% 0.028%
55 14.068 1878 1884 1896 rVB 2530660 3684048 49.32% 4.768%
56 14.204 1902 1907 1914 rBVS8 17881 35081 0.47% 0.045%
57 14.274 1914 1919 1927 rBV 400776 502131 6.72% ©.650%
58 14.374 1927 1936 1950 rBV2 1633899 2633355 35.26%  3.408%
59 14.609 1971 1976 1987 rBV2 124207 248858 3.33% 0.322%
60 14.692 1987 1990 1993 rBV4 16635 27461 0.37% 0.036%
61 14.774 2001 2004 2008 rBV 45326 63096 0.84% 0.082%
62 14.833 2012 2014 2016 rVV 24278 24629 0.33% 0.032%
63 14.892 2016 2024 2030 rVV4 107759 219885 2.94% 0.285%
64 14.962 2032 2036 2040 rBV2 32555 41224 0.55% ©.053%
65 15.009 2041 2044 2048 rVB6 20322 31474 0.42% 0.041%
66 15.174 2070 2072 2076 rBV2 11147 13971 0.19% 0.018%
67 15.227 2076 2081 2086 rVB 618495 719139 9.63% 0.931%
68 15.286 2086 2091 2094 rBV5 16496 31497 0.42% 0.041%
69 15.327 2094 2098 2099 rBvV3 17886 22083 0.30% 0.029%
70 15.368 2099 2105 2112 rBV 3391052 4860198 65.07% 6.291%
71 15.504 2123 2128 2139 rVB 1154075 1526213 20.43% 1.975%
72 15.633 2143 2150 2155 rVvVv 215600 363902 4.87% 0.471%
73 15.727 2162 2166 2172 rVB4 42110 69348 0.93% 0.090%
74 15.786 2172 2176 2180 rBV3 49288 83521 1.12% ©.108%
75 15.845 2182 2186 2190 rVB2 74255 104479 1.40% 0.135%
76 16.109 2223 2231 2236 rBV 684098 1454331 19.47% 1.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM090122\
Data File : BM@36478.D

Acqg On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS vial : 6 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_M\Methods\SFAM-EPA-BM@81622.M
Title : SVOA CALIBRATION

77 16.668 2323 2326 2328 rBV3 65722 88550 1.19% ©.115%
78 16.886 2360 2363 2365 rBvV2 137525 167322 2.24% 0.217%
79 16.933 2367 2371 2376 rVWW 684902 946994 12.68%  1.226%
80 17.121 2398 2403 2409 rBV 2265983 3241497 43.40% 4.196%
81 17.221 2415 2420 2426 rBV 4501026 6026185 80.68% 7.800%
82 17.545 2471 2475 2479 rBV 465678 695623 9.31% 0.900%
83 18.503 2634 2638 2642 rBV2 851931 1174485 15.72% 1.520%
84 19.521 2807 2811 2818 rVB 5275327 6973859 93.37% 9.027%
85 21.227 3099 3101 3110 rVB2 578471 703299 9.42% 0.910%
86 21.309 3111 3115 3122 rVB 2680488 3341135 44.73% 4.325%
87 23.456 3473 3480 3495 rVB2 3898256 7469239 100.00% 9.668%
88 23.603 3499 3505 3514 rVB2 1732124 3285598 43.99%  4.253%

Sum of corrected areas: 77259320
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM036478.D\data.ms
8000000

7000000
6000000
5000000
4000000

3000000

8.075
2000000

1000000 7.06957 7.728 8.451 & 9.616 L0 ELEES22 91130139
3.563; 5.022 691(# 7[\ @7]%63 : A i 1 .
03128 33&5ars : 333 A\ .0FKR88539 M 3/\ 39 5uE:

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 1100 11.50

Abundance TIC: BM036478.D\data.ms
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7000000
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3000000

2000000
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(it aas = e : e
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Abundance TIC: BM036478.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1l-chloro-3-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.139 14.67 ng/ul 1173220  Naphthalene-d8 10.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-chloro-3-nitro- 157 C6HACINO2 000121-73-3 97
2 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 94
3 Benzene, 1l-chloro-3-nitro- 157 C6HAC1INO2 000121-73-3 92
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 91
5 Benzene, 1l-chloro-4-nitro- 157 C6HACINO2 000100-00-5 90
Abundance Scan 1386 (11.139 min): BM036478.D\data.ms (-1379) (- | m/z 110.95 100.00%
111.0
75.0
156.9
5000
‘ | ( 11.00 11.50
om_mh_w“‘MH“,:‘w‘!‘_‘HWWH‘,‘“2‘99%”“_”‘_%2‘39‘ m/z 75.00  78.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0
5000
1100 1150
m/z 156.90 52.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34193: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0 ! ! j '
11.00 11.50
5000 m/z 113.00 30.49%
30.0 ‘ ‘
0\\wHLMuwq\wh$u“\ﬂw\M\MHJMH\“\HM\HM\H‘HH‘HH,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34186: Benzene, 1-chloro-3-nitro- . { T
111.0 11.00 11.50
m/z 49.95 29.15%
75.0 157.0
5000
30.0 ‘ ‘
om"“"_“wuH“!,Jm‘M‘!W‘H"H‘W‘,"wHWWW,H K
m/z--> 20 40 60 80 100120140160180200220240260280 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1-chloro-2-nitro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.357 3.68 ng/ul 294447  Naphthalene-d8 10.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-2-nitro- 157 C6HACINO2 000088-73-3 98
2 Benzene, 1-chloro-2-nitro- 157 C6H4CINO2 000088-73-3 98
3 Benzene, 1l-chloro-2-nitro- 157 C6HAC1INO2 000088-73-3 96
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96
5 Benzene, 1l-chloro-2-nitro- 157 C6HACINO2 000088-73-3 96

Abundance Scan 1423 (11.357 min): BM036478.D\data.ms (-1415) (- | m/z 75.00 100.00%

=
R0 1m0
156.9
5000
50.0
A

| ‘ 11. oo 11 50
| 1

HH_HJMW: Al b M 2990 s 110,95 82.35%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34187: Benzene, 1-chloro-2-nitro-
78.0
111.0
5000 157.0

o

11.00 11.50
500 m/z 156.90  60.43%
O’\”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34188: Benzene, 1-chloro-2-nitro-
75.0
111.0 157.0
— o :
11.00 11.50
5000 ITI z 99.00 52.84%
50.0
027b,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34184: Benzene, 1-chloro-2-nitro- ‘ﬁ
75.0 111.0 157.0 1100 1150

m/z 50.00 37.21%

5000
50.0 /L
0 28 OH\ \‘ il H \‘\ \‘ I ‘ K

m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.274 3.81 ng/ul 502131  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Hexadecane 226 CleH34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1919 (14.274 min): BM036478.D\data.ms (-1914) (1 | m/z 57.85 100.00%
7.0

5
5000

M
h 90 0o 14.00 14.50
ol T 34001692 21210 2820\, 43,00 82.01%
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 e ——
14.00 14.50

m/z 71.05 59.57%

99.0
0 2\7“\-0‘\‘ ‘H‘ \H‘\ H“ \“ T ‘]\-4}‘0‘ T \18\3\0‘ L — ‘2\68\9 T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0

.
14.00 14.50

5000 ITI/Z 41.00 39.99%
S ZELLL I e o
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- e —
57.0 14.00 14.50

m/z 85.05 39.71%

- \AL
113.0
27.0
o200 L deagea0 assonm

NN —
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.227 5.46 ng/ul 719139  Acenaphthene-di0 14.374
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2081 (15.227 min): BM036478.D\data.ms (-2076) (- | m/z 57.05 100.00%
.0

57
5000

oS
| h 99.0 15.00 15.50
Ll

-

0 e 2401 1831 2261 2800 n; 43,00 78.26%

m/z--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0

5000 SS SIS
15.00 15.50
99.0 m/z 71.05 61.07%
226.0
0= 2\7“\0‘\“ “h\ ”‘!‘ \‘H‘\ H“ r“‘ T ‘%4}‘1‘0“\ ‘\18\3\0‘ T ‘\ L L
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
P —
15.00 15.50
5000 m/z 85.05 40.78%
99.0
ol LWL LT, 1410 1e30 2260
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane e —
57.0 15.00 15.50
m/z 41.00 37.76%
) VVxAJLWINwA”ANMJ\v/\V
99.0
0 1 M\‘W‘ﬂ“d‘ %4}'9 ‘ }§370‘ _ ‘%6§.9 ‘ VS =
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.633 2.76 ng/ul 363902  Acenaphthene-di0 14.374
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
3 Heneicosane 296 C21H44 000629-94-7 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64

Abundance Scan 2150 (15.633 min): BM036478.D\data.ms (-2143) (- | m/z 57.05 100.00%

57.0
5000
=

15.50 16.00
168.9
%2099‘ m/z 71.05 50.60%

m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 —— —=
15.50 16.00

m/z 43.05 48.42%

| ‘ g F | , 141.0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #59061: Undecane, 3,6-dimethyl-
57.0

T
15.50 16.00

o

o

5000 m/z 41.00 25.90%
ok LR
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T —
57.0 15.50 16.00

m/z 85.05 24.42%

5000
9.0
015.0} L 1) 141018302250 2960
_ =i

T
m/z--> 0 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
16.109 8.97 ng/ul 1454330  Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 2,6,10-Trimethyltridecane 226 Cl6H34 003891-99-4 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 83
Abundance Scan 2231 (16.109 min): BM036478.D\data.ms (-2223) (- | m/z 57.10 100.00%
57.1
5000 LJL
— —
113.1 16.00 16.50
183.1 . : :
O bl PP 2531 2988 355. L. 7110 78.46%
m/z--> 50 100 150 200 250 300 350
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 = =
16.00 16.50
112.0 m/z 43.05 60.95%
‘ ‘ ‘ ‘ 154.0
O\\‘\‘\““‘\“!‘\‘h\“‘\‘\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— —
16.00 16.50
5000 m/z 85.10 29.52%
113.0
ol | ‘ P
m/z--> 50 100 150 200 250 300 350
Abundance #107237: 2,6,10-Trimethyltridecane e ——
57.0 16.00 16.50
m/z 41.00 29.04%
5000
113.0
ol L Ll 83020 L
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.933 5.84 ng/ul 946994  Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2371 (16.933 min): BM036478.D\data.ms (-2367) (- | m/z 57.10 100.00%

57.1
5000

—
99.1 17.00
41.0 183.1
ol b b fAE0 1831 2253 2601 m/z 71.10  77.48%

miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
17.00
m/z 43.00 52.23%
99.0
0 L‘ Ll 1410 1830 2390 296«
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
——
17.00
5000 m/z 85.10 41.71%
27.0 QTO 155.0 225.0
ot T T N
miz-> 50 100 150 200 250
Abundance #74008: Tridecane, 4-methyl- o
43.0 17.00

m/z 41.00 27.67%

5000
85.0
e
‘ \‘ ‘\ |

1
0 ol .| 1250 | 198.0
LN L B B O B B T

—
miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.545 4.29 ng/ul 695623 Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 15-Methylnonacosane 422 C30H62 065820-60-2 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2475 (17.545 min): BM036478.D\data.ms (-2471) (1 m/z 57.10 100.00%
57.1
5000 \/\M/\/\AA/W
RN T
13.1
17.50
183.1
0 “‘“ ! M” L350 2282 28813409 n/z 71.10  85.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 —— :
17.50
m/z 43.05 74.92%
N LT 3690 2250 210 3650
\\\\‘\\\\‘\\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
RN T
17.50
5000 m/z 85.10 51.21%
13.0
ol |11, 1690 2250 2810 33603800
e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #314336: 15-Methylnonacosane T
57.0 17.50
m/z 41.00 29.67%
5000
224.0
13.0
oL L] tee0 h 295.0 351.0 407.0
e i P
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90122\
Data File : BM@36478.D

Acq On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.503 7.25 ng/ul 1174490  Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 41
2 6-Chloro-1,2,3,4-tetrahydrocarba... 205 C12H12CIN 036684-65-8 25
3 4,5-Dichloro-2-fluoroaniline 179 C6H4CI12FN 002729-36-4 20
4 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 15
5 4-Butylbenzoic acid, nonyl ester 304 C20H3202 1000292-20-6 15
Abundance Scan 2638 (18.503 min): BM036478.D\data.ms (-2634) (- | m/z 178.90 100.00%
178.9
5000 o JM\
268.8
49 23.9 H 1850 |
0 ol 0 3820 429 /7 176,90 75.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,
179.0
5000 —— :
69.0 18.50
m/z 97.10 47.03%
1.0
0 \H\ L“"‘\MM\"“\M“]ﬂﬁu\‘m\ T r \“ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #81301: 6-Chloro-1,2,3,4-tetrahydrocarbazole
177.0
T
18.50
5000 m/z 180.90 46 .57%
63.0 115.0
ol ‘L \J‘\n‘\‘u\;M\‘H\h“ \‘“ s, m j “H‘\}‘ : ‘h“ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #53990: 4,5-Dichloro-2-fluoroaniline 7 ‘
179.0 18.50
m/z 204.90  44.35%
5000
117.0
610 | |
ol Aol ¥ —
m/z--> 50 100 150 200 250 300 350 400 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM090122\
Data File : BM@36478.D

Acqg On : 01 Sep 2022 18:12
Operator : CG/JU

Sample : N4458-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM081622.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... 11.139 14.7 ng/ul 1173220 2 10.527 1599630 20.0
Benzene, 1-chlo... 11.357 3.7 ng/ul 294447 2 10.527 1599630 20.0
(DEL) Alkane: S... 14.274 3.8 ng/ul 502131 3 14.374 2633360 20.0
(DEL) Alkane: S 15.227 5.5 ng/ul 719139 3 14.374 2633360 20.0
(DEL) Alkane: S 15.633 2.8 ng/ul 363902 3 14.374 2633360 20.0
(DEL) Alkane: S 16.109 9.0 ng/ul 1454330 4 17.121 3241500 20.0
(DEL) Alkane: S 16.933 5.8 ng/ul 946994 4 17.121 3241500 20.0
(DEL) Alkane: S... 17.545 4.3 ng/ul 695623 4 17.121 3241500 20.0
unknown-01 18.503 7.3 ng/ul 1174490 4 17.121 3241500 20.0
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