LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample : P2279-12

Misc :

ALS vial : 9 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@31400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.123 19 23 26 rBV 21265 25997 0.11% 0.028%
2 3.528 89 92 106 rBvV 145014 218046 0.94% 0.236%
3  4.946 324 333 351 rBV 8986718 13715428 59.19% 14.815%
4 5.711 457 463 478 rBV 204485 308147 1.33% 0.333%
5 6.775 638 644 661 rvB2 112103 237038 1.02% 0.256%
6 6.940 666 672 684 rVV2 409184 669346 2.89% 0.723%
7 7.134 698 705 716 rBV 399326 711990 3.07% 0.769%
8 7.487 757 765 774 rBV 2709920 4209701 18.17% 4.547%
9 7.640 778 791 807 rVV 9716581 16734115 72.22% 18.075%
10 7.958 835 845 861 rBV 12636457 23171436 100.00% 25.028%
11 8.305 898 904 914 rBV 303672 472968 2.04% 0.511%
12 8.758 972 981 984 rBV 450613 771259 3.33% 0.833%
13 8.799 984 988 997 rvVB 859062 1326070 5.72% 1.432%
14 9.081 1027 1036 1042 rBV3 13450 24098 0.10% 0.026%
15 9.416 1084 1093 1097 rBV 134173 236933 1.02% 0.256%
16 9.469 1097 1102 1114 rVB 379955 616713 2.66% 0.666%
17  9.999 1185 1192 1200 rBV 523812 890332 3.84% 0.962%
18 10.063 1200 1203 1208 rVV 52253 84930 0.37% 0.092%
19 10.128 1208 1214 1216 rVV3 44459 83494 0.36% 0.090%
20 10.157 1216 1219 1226 rVV2 53075 93428 0.40% 0.101%
21 10.240 1226 1233 1249 rVV 1497983 2500809 10.79% 2.701%
22 10.375 1249 1256 1267 rVB 555406 892112 3.85% 0.964%
23 10.522 1269 1281 1298 rBV2 466518 1295901 5.59% 1.400%
24 10.757 1312 1321 1329 rBV 729479 1191479 5.14% 1.287%
25 10.981 1353 1359 1367 rBV 224791 356418 1.54% ©.385%
26 11.193 1387 1395 1404 rVB 67167 130180 0.56% 0.141%
27 12.298 1575 1583 1591 rVB7 10472 26066 0.11% 0.028%
28 12.440 1600 1607 1614 rVB3 32910 63111 ©0.27% ©0.068%
29 12.675 1642 1647 1655 rVB2 15395 25366 0.11% 0.027%
30 13.034 1702 1708 1711 rBV2 97594 168877 0.73% 0.182%
31 13.e63 1711 1713 1720 rVB3 45958 60564 0.26% 0.065%
32 13.140 1720 1726 1735 rBV 926730 1407545 6.07% 1.520%
33 13.269 1743 1748 1757 rVB2 88820 145041 0.63% 0.157%
34 13.663 1806 1815 1821 rBV 1024408 1400733 6.05% 1.513%
35 13.940 1851 1862 1871 rBV 1084720 1580826 6.82% 1.708%

36 14.245 1908 1914 1920 rBV 737572 1088764 4.70% 1.176%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN@31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample : P2279-12

Misc :

ALS vial : 9 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 1946 1952 1962 rBV 82935 157130 0.68% 0.170%
38 15.245 2078 2084 2095 rVB 1416240 1895191 8.18% 2.047%
39 15.375 2100 2106 2117 rVB 470546 658638 2.84% 0.711%
40 16.510 2294 2299 2304 rBvV 15461 24943 0.11% 0.027%
41 16.998 2376 2382 2389 rBV 853956 1166678 5.03% 1.260%
42 17.098 2392 2399 2409 rBV2 1576752 2132765 9.20% 2.304%
43 17.904 2530 2536 2544 rBV 307977 453526 1.96% 0.490%
44 17.975 2546 2548 2557 rVB2 18174 38030 0.16% 0.041%
45 18.963 2711 2716 2721 rBV2 21330 28557 0.12% 0.031%
46 19.033 2724 2728 2732 rBV2 15920 23638 0.10% 0.026%
47 19.198 2750 2756 2770 rBV 534482 804181 3.47% 0.869%
48 19.404 2785 2791 2799 rBV 1781486 2458376 10.61% 2.655%
49 20.457 2967 2970 2975 rVB2 23857 27211 0.12% 0.029%
50 20.933 3047 3051 3062 rBVS5 70328 171886 0.74% 0.186%
51 21.233 3097 3102 3111 rBV 864973 1283189 5.54% 1.386%
52 21.427 3131 3135 3139 rBV3 37916 55857 0.24% 0.060%
53 21.969 3225 3227 3234 rVB5 34837 44390 0.19% 0.048%
54 23.921 3550 3559 3571 rVB2 1175242 2711045 11.70% 2.928%
55 24.110 3583 3591 3602 rVB 628710 1510481 6.52% 1.632%
Sum of corrected areas: 92580973
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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: BN031400.D\data.ms
1.2e+07 7.958

le+07 7.640
4,946

8000000
6000000

4000000
7.487

2000000 10.240
9.9990187885/ 27
411233528 5.711 6./87034 8.305 gﬁéoeﬁtﬁt@g ‘ 3’/‘%&%}0-2%93 121298006 7¢

’-T\\ L ‘ T T T ‘ UL ‘ UL ‘ T 1T ‘ T ‘ L ‘ T \/TT “\ r—v—r"\ [ “Y_Yf\ [ ‘ T -1 r—r“rT \‘\r"_Y’\‘Yi
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN031400.D\data.ms

1.2e+07

le+07
8000000
6000000
4000000

2000000 15.245 17.098 19.404
13.140 13.683949 5,5 21.233
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19.19
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 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: BN031400.D\data.ms
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o

le+07

8000000

6000000
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2000000 23.921

4.110
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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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 4 o-Chloroaniline Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.416 5.31 ng/ul 236933  Naphthalene-d8 10.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Chloroaniline 127 C6H6CIN 000095-51-2 96
2 o-Chloroaniline 127 C6H6CIN 000095-51-2 96
3 m-Chloroaniline 127 C6H6CIN 000108-42-9 94
4 p-Chloroaniline 127 C6H6CIN 000106-47-8 94
5 m-Chloroaniline 127 C6H6CIN 000108-42-9 94
Abundance Scan 1093 (9.416 min): BN031400.D\data.ms (-1084) (-) m/z 127.00 100.00%
12y7.0
5000 /\
65.0
92.0 A N TEEEES
39.0 ‘ 9.00 9.20 9.40 9.60 9.80
Ol b 1918 s 109,00 30.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13435: o-Chloroaniline
127.0
5000 BB B e e e e e e
9.00 9.20 9.40 9.60 9.80
650 g m/z 65.00 27.58%
0\J-\S\‘O\\\\““1‘\”1\“‘H“\\“\‘\\“!\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13429: o-Chloroaniline
127.0
e e
9.00 9.20 9.40 9.60 9.80
5000 m/z 92.00 20.66%
0‘1‘5‘0‘_ ‘m oy ‘\“‘ " _“!m}‘Hwtu_ww_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13438: m-Chloroaniline R RiARaRaR R
127.0 9.00 9.20 9.40 9.60 9.80
m/z 64.00 13.06%
5000
65.0
390 92.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 5 Phenol, 2,3-dichloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.157 2.09 ng/ul 93428 Naphthalene-d8 10.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 94
2 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 94
3 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 94
4 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 94
5 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 91

Abundance Scan 1219 (10.157 min): BN031400.D\data.ms (-1216) (- | m/z 161.90 100.00%
1

61.9
63.0 126.0
5000
97.9

T \
10.00 10.50
0l yso L ;
O bt e i i m/z 163.90 63.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38219: Phenol, 2,3-dichloro-
162.0
63.0 126.0
5000 I b
98.0 10.00 10.50
m/z 126.00 55.57%
37.0 ‘
04 T T i““ \‘}“\‘\ i” 1”\ 1“?:‘]‘.‘1 5 ‘\ f i T \‘\ \“\1‘4\4\0\ ™
m/z--> 20 40 60 80 100 120 140 160
Abundance #38213: Phenol, 2,3-dichloro-
162.0
63.0 | ‘M‘ o,
126.0 10.00 10.50

5000 m/z 63.00 54.,22%
98.0
38.0
h Iy dh &?%9‘ m ‘ ‘m
I A L e T paan
0

0 ‘\ | |
m/z--> 20 40 60 80 100 120 140 16 fJLAJk\
Abundance #38206: Phenol, 2,3-dichloro- RS S
162.0 10.00 10.50
63.0 126.0 m/z 97.90  27.51%
5000
98.0

37.0 ‘
oS“’M VLR A
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 Benzene, 1-chloro-3-nitro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.981 7.99 ng/ul 356418 Naphthalene-d8 10.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 96
2 Benzene, 1-chloro-4-nitro- 157 C6H4ACINO2 000100-00-5 93
3 Benzene, 1l-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 92
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 91
5 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 90
Abundance Scan 1359 (10.981 min): BN031400.D\data.ms (-1353) (- | m/z 111.00 100.00%
111.0
75.0
156.9
5000
50.0 j\
1100 A
129.0
) S T ‘;\?2‘-9?\”1“%wum‘_‘ m/z 74.95 83.51%
miz--> 20 40 60 80 100 120 140 160
Abundance #34195: Benzene, 1-chloro-3-nitro-
111.0
75.0 157.0 /\
5000 & T
11.00
50.0 m/z 156.90  54.01%
300
miz--> 20 40 60 80 100 120 140 160
Abundance #34191: Benzene, 1-chloro-4-nitro-
75.0 111.0 /\
157.0 11.00
5000 m/z 113.00 33.20%
50.0
A I L I
obr b A WL A
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #34193: Benzene, 1-chloro-3-nitro- ey
111.0 11.00
75.0 157.0 ITI/Z 74 .00 30.07%
5000
50.0
0 920, | 1339 AL
m/z--> 60 80 100 120 140 160 11.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
BN©31400.D

: 06 May 2024 15:23
: MA/JU
: P2279-12

: 9 Sample Multiplier: 1

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

: SVOA CALIBRATION

: 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 Benzene, 1-chloro-2-nitro- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.193 2.92 ng/ul 130180 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 98
3 Benzene, 1l-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96
4 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96
5 Benzene, 1-chloro-4-nitro- 157 C6H4CINO2 000100-00-5 96

Abundance Scan 1395 (11.193 min): BN031400.D\data.ms (-1387) (- | m/z 75.00 100.00%
78.0
111.0
156.9
5000
50.0 K
A
M | ‘ ‘ 1%9-0 ‘ 11.00 11.50
0 “““‘WHMJ“““ ‘ MM“;“u‘,‘J“ﬂu“ﬂ“‘ m/z 111.00  78.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34187: Benzene, 1-chloro-2-nitro-
78.0
111.0 A
5000 1570 T T T T /\\\ T T T
11.00 11.50
300 500 m/z 156.90  60.46%
| o | 0|
O\\\‘\\\\‘\‘\“\\’M‘\\“9\2\\‘\\‘\\’\\‘\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #34188: Benzene, 1-chloro-2-nitro-
75.0
111.0 1570 /\
At
11.00 11.50
5000 m/z 98.90 50.91%
50.0
30.0 129.0
‘ 1l \\‘ h‘\ 20\‘ [L, \‘ L [l
R |
m/z--> 20 40 60 80 100 120 140 160
Abundance #34191: Benzene, 1-chloro-4-nitro- e —
75.0 111.0 11.00 11.50
m/z 50.00 34.84%
157.0
5000
50.0
e | )
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 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 10 3,6-Dichloro-benzene-1,2-diol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.140  25.86 ng/ul 1407550  Acenaphthene-d10 14.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6-Dichloro-benzene-1,2-diol 178 C6H4C1202 003938-16-7 93
2 1,3-Benzenediol, 4,6-dichloro- 178 C6H4C1202 000137-19-9 86
3 3,4-Dichloro-benzene-1,2-diol 178 C6H4C1202 003978-67-4 86
4 1,3-Benzenediol, 4,6-dichloro- 178 C6H4C1202 000137-19-9 86
5 1,3-Benzenediol, 4,6-dichloro- 178 C6H4C1202 000137-19-9 86

Abundance Scan 1726 (13.140 min): BN031400.D\data.ms (-1720) (- | m/z 177.90 100.00%
177.9
105.9
5000
53.0 790
e —
‘ 14ig 13.00 13.50
0 bl 20892339 ;179 85 66.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53161: 3,6-Dichloro-benzene-1,2-diol
178.0
106.0
5000 — ——
13.00 13.50
53.0 79,0 142.0 m/z 105.90  58.11%
O' \\“‘\\\“w’\\\\“‘l\‘\\‘\\\\\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53167: 1,3-Benzenediol, 4,6-dichloro-
178.0
b —
13.00 13.50
5000 m/z 53.00 27 .00%
510 86.0 1150
0h282 mHu!‘,wl‘ﬁﬁw SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53162: 3,4-Dichloro-benzene-1,2-diol — = T
178.0 13.00 13.50
m/z 78.95 23.80%
5000 114.0
51.0 79.0 142.0
om,‘m_‘HM”"w‘m‘Mm!,u:w‘mwuw_m,w_ — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 11 Phenol, 3,4-dichloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.269 2.66 ng/ul 145041  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, 3,5-dichloro- 162 C6H4AC120 000591-35-5 98
3 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 97
4 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 97
5 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 96
Abundance Scan 1748 (13.269 min): BN031400.D\data.ms (-1743) (- | m/z 161.90 100.00%
161.9
99.0
5000 63.0
39.0 132.9 13.00 1350
o b el 1820 163,00 64.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38210: Phenol, 3,4-dichloro-
162.0
5000 99.0 —A
63.0 13 00 13.50
m/z 99.00 56.95%
133.0
O \J-\4.\O‘\\317\‘()\\“\‘\”“\d'u\‘f\\\H‘\\f\‘\h\\m}‘\\\\‘ \\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38229: Phenol, 3,5-dichloro-
162.0
s,
13 00 13.50
99.0 m/z 63.00 41.53%
5000 63.0
. 1330
oliao 339, b b Ml R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38226: Phenol, 3,4-dichloro- g s
162.0 13.00 13.50
m/z 69.95 24.40%
5000
99.0
63.0
37.0 “ ‘ Ul 133.0 . A
O bt e e e e e | F
m/z--> 20 40 60 80 100 120 140 160 180 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©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 12 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.904 7.77 ng/ul 453526  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 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93
Abundance Scan 2536 (17.904 min): BN031400.D\data.ms (-2530) (- | m/z 72.95 100.00%
73.0
43.0
5000 129.0
213.1
‘17‘1'1‘ ‘ 256.1 18.‘00
0! ol N“‘u“uﬂ Ll “L‘ m/z 60.00 81.47%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 Tl
18.00
97.0 1710 9130 256.0 m/z 43.05 79.05%
oL— ‘M‘ U!\ H\‘\ MhH\ ‘H‘\ ul ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
m/z--> 50 100 50 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
—=
43.0 129.0 256.0 18.00
5000 m/z 41.05 71.20%
213.0
H 171 0
0— \“ \“J‘u‘u‘ h!\ H\‘\ H‘M -l “u \‘ b \‘H“‘ A1 “ — “
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid —
3 3
43.0 73.0 256.0 18.00
m/z 55.00 69.15%
5000
129.0
213.0
ke, 1]
01‘4‘0 “\ ‘H I M“ ‘w”““\‘hh‘“ \M i ‘ “ “ “‘u\‘ T T ‘ “ s
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 13 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.198 12.53 ng/ul 804181  Chrysene-di2 21.239
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): BN031400.D\data.ms (-2750) (- | m/z 73.00 100.00%

431 73.0
5000 1290
1851 2412

284.1
‘ 19 OO 19 50
0. Al Ll myz 43.10 90.46%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 T U
19.00 19.50

m/z 60.00 79.48%
‘HM u‘”h HM\ Ll

185.0 2410 284
0\\“\ “M‘ h “““\“‘\‘ ‘L““‘\‘
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
— ;

—
19.00 19.50
5000 129.0 m/z 54.95  77.83%
284.C
oL— “‘ ‘{ | h H ‘ H‘H\ HM‘ M \‘ | I ‘\ . ‘\‘ “ e \‘ “\ | TA— I .
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0 19 OO 19 50
43.0 m/Z 57 .00 73.39%
5000 120 284
185.0 241.0
oL— “ M‘H el H \\h\\m‘u‘\ Ay o~ ‘ e “ o ““ 1 ‘\‘ : “‘ —— A
m/z--> 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On : 06 May 2024 15:23
Operator : MA/JU

Sample 1 P2279-12

Misc

ALS vial : 9 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 14 TIsobutyl tetracosyl ether Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.933 2.68 ng/ul 171886  Chrysene-di12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 90
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 90
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 87
5 Carbonic acid, decyl tetradecyl ... 398 C25H5003 1010383-16-3 87
Abundance Scan 3051 (20.933 min): BN031400.D\data.ms (-3047) (- | m/z 57.00 100.00%
57.0
111 T
21.00
- | ‘H ‘ HH‘.‘\\M AI00 24092958 3B 4151 4365 72.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308232: Isobutyl tetracosyl ether
57.0
5000 ]
21.00
m/z 70.95 65.05%
Ll |1%550 2110 2670 3360
\\\‘\\\’\\\\’\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
—
21.00
5000 m/z 55.05 48.32%
110
M‘ ‘M ‘ 550 224.0 283.0
ol ‘ L4 L) S W N
m/z--> 0 lOO 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester e
57.0 21.00
m/z 85.05 46.18%
5000
0 [ osa0 2240290 =
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@50624\
Data File : BN©31400.D

Acqg On . 06 May 2024 15:23
Operator : MA/JU

Sample ¢ P2279-12

Misc

ALS vial : 9 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|
o-Chloroaniline 9.416 5.3 ng/ul 236933 2 10.375 892112 20.0
Phenol, 2,3-dic... 10.157 2.1 ng/ul 93428 2 10.375 892112 20.90
Benzene, 1-chlo... 10.981 8.0 ng/ul 356418 2 10.375 892112 20.0
Benzene, 1-chlo... 11.193 2.9 ng/ul 130180 2 10.375 892112 20.0
3,6-Dichloro-be... 13.140 25.9 ng/ul 1407550 3 14.245 1088760 20.0
Phenol, 3,4-dic... 13.269 2.7 ng/ul 145041 3 14.245 1088760 20.0
n-Hexadecanoic ... 17.904 7.8 ng/ul 453526 4 16.998 1166680 20.0
Octadecanoic acid 19.198 12.5 ng/ul 804181 5 21.239 1283190 20.0
Isobutyl tetrac... 20.933 2.7 ng/ul 171886 5 21.239 1283190 20.0
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