LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc :

ALS Vvial : 50 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18856.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.675 96 100 117 rBV 684841 1081379 0.99% 0.481%
2 5.146 342 350 364 rBV 19265403 34460939 31.66% 15.319%
3 7.005 659 666 679 rVB 786950 1285463 1.18% 0.571%
4 7.169 688 694 706 rVB 658019 1059811 0.97% 0.471%
5 7.363 721 727 738 rBV 825631 1304625 1.20% 0.580%
6 7.722 781 788 797 rVB 913740 1582485 1.45% 0.703%
7 7.916 801 821 826 rBV2 28284431 108839172 100.00% 48.382%
8 8.187 860 867 875 rVB 3070366 4813926 4.42%  2.140%
9 8.546 921 928 934 rBV 873094 1424553 1.31% 0.633%
10 8.599 934 937 945 rVB 74692 116187 0.11% 0.052%
11  8.993 997 1004 1015 rBV 681796 1072889 0.99% 0.477%
12 9.328 1053 1061 1067 rBV 986563 1605959 1.48% 0.714%
13 9.551 1093 1099 1103 rBV 93455 156308 ©0.14% 0.069%
14  9.599 1103 1107 1119 rVB 102181 243889 ©0.22% 0.108%
15 9.710 1119 1126 1132 rBV 486139 786651 ©.72%  0.350%
16 10.246 1210 1217 1225 rBV 862952 1436671 1.32% 0.639%
17 10.493 1249 1259 1275 rBV 8983072 15244626 14.01% 6.777%
18 10.628 1275 1282 1289 rVB 1097503 1793254 1.65% 0.797%
19 10.769 1299 1306 1316 rBV 825159 1391833 1.28% 0.619%
20 11.010 1337 1347 1359 rBV 4061805 6711268 6.17% 2.983%
21 12.651 1622 1626 1632 rVB 184969 288808 ©.27% 0.128%
22 13.257 1722 1729 1740 rBV 901843 1405123 1.29% 0.625%
23 13.369 1741 1748 1765 rVV 2123538 3274489 3.01% 1.456%
24 13.881 1828 1835 1844 rBV 1283918 1780265 1.64% 0.791%
25 14.157 1875 1882 1897 rBV 1517788 2296279 2.11% 1.021%
26 14.463 1926 1934 1944 rBV 1437861 2172073 2.00% 0.966%
27 14.669 1962 1969 1982 rBV 412069 749507 0.69% 0.333%
28 14.775 1982 1987 1996 rVB 104355 160527 ©0.15% 0.071%
29 15.451 2096 2102 2116 rBV 2096278 2966783 2.73% 1.319%
30 15.575 2116 2123 2138 rVW 326599 488293 0.45% 0.217%
31 17.210 2394 2401 2411 rBV 1804339 2517123 2.31% 1.119%
32 17.310 2411 2418 2429 rVV 2200904 3166854 2.91% 1.408%
33 18.098 2548 2552 2561 rBV = 228424 322290 0.30% 0.143%
34 19.016 2705 2708 2718 rVB 141312 174873 ©0.16% 0.078%
35 19.545 2792 2798 2804 rBV 3282776 4179872  3.84%  1.858%
36 21.010 3044 3047 3056 rBV3 144744 291819 0.27% 0.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS Vvial : 50 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_P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

37 21.298 3091 3096 3104 rBV 2582249 3384722 3.11% 1.505%
38 23.498 3464 3470 3485 rVB2 2559296 5090497 4.68%  2.263%
39 23.657 3490 3497 3507 rVB 2008137 3837180 3.53% 1.706%

Sum of corrected areas: 224959265
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 14 Dec 2023 22:40
: MA/JU
. 05752-01

: 50

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BPO18856.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP018856.D\data.ms
7.916

5.146

10.493

11.01
8.187 010

5, 0900 Mo 07T
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Time-->
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L I L I B L I B L By I
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3.50

850 9.00 950 10.00 1050 11.00 11.50

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP018856.D\data.ms

19.545

13.369 15.451

575

12454830
18.098 19.016

0
Time-->

13.884.1574.463
By | jiakers :
R R

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2.5e+07
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5000000

TIC: BP018856.D\data.ms
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21.010

23fﬁ57

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Benzene, 1-bromo-4-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.328 17.91 ng/ul 1605960 Naphthalene-d8 10.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 95
Abundance Scan 1061 (9.328 min): BP018856.D\data.ms (-1053) (-) m/z 191.85 100.00%
191.8
111.0
5000
50.0 R ARREEEEE R
‘ 9.00 9.20 9.40 9.60

bt boa d A 2669 354.9 4250 5040  n/z 189.96  75.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #65028: Benzene, 1-bromo-4-chloro-

192.0
111.0
5000 L B L L B
9.00 9.20 9.40 9.60
50.0 m/z 110.95 66.75%

ok

‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65027: Benzene, 1-bromo-2-chloro-

192.0

111.0 9.00 9.20 9.40 9.60
5000 m/z 75.00  45.27%

50.0

dob

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #65026: Benzene, 1-bromo-3-chloro- e AARmEREEE N
192.0 9.00 9.20 9.40 9.60
m/z 193.90  24.23%
75.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Benzene, 1-chloro-4-(chloro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.599 2.72 ng/ul 243889  Naphthalene-d8 10.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(chloromethyl)- 160 C7H6C12 000104-83-6 94
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 94
3 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 94
4 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 94
5 Benzene, 1-chloro-4-(chloromethyl)- 160 C7H6C12 000104-83-6 93

Abundance Scan 1107 (9.599 min): BP018856.D\data.ms (-1103) (-) m/z 125.00 100.00%

125.0
5000 K
T

63.0 ‘ ]
9.50 10.00

"HMmMA%‘m‘uﬁﬁfﬁu?ﬁﬁg‘?4ﬁ?§9%9u"AQ%?‘W‘ m/z 160.00  49.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36624: Benzene, 1-chloro-4-(chloromethyl)-
125.0
5000 T /\

‘ ]
9.50 10.00
m/z 88.95 38.91%

63.0 “
‘\\\\‘r\“\‘\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36615: Benzene, 1,3-dichloro-2-methyl-

125.0
e =
9.50 10.00
5000 m/z 127.00 38.56%
630\
_H\I"‘“M‘WH“HH‘H‘wHH‘mwHHWHWH,HH,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #36603: Benzene, 1,3-dichloro-2-methyl- — —
125.0 9.50 10.00

m/z 161.90  38.05%

5000
63.0 \
.Hlﬂh | | s /\.
9.50

‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 7 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.369  30.15 ng/ul 3274490  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 Acetaminophen 151 C8HONO2 000103-90-2 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53
Abundance Scan 1748 (13.369 min): BP018856.D\data.ms (-1741) (- | m/z 43.00 100.00%
43.0 109.1
5000
‘d’ 69 1 13. 00 13 50
Okl s 077 266.9328.1386.4448.5506.9 /7 199.05  89.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
13.00 1350
m/z 151.05 57.92%
W ’ 69.0
‘\\“\\\fﬂ\\lu\l\\w"l\‘\u\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
T
430 13.00 1350
5000 m/z 41.05 22.73%
69.0
) J ‘\L\\“‘ HM Ly \ ‘
P b e b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 1300 1350
m/z 69.00 17.83%
5000
ELERIIN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1300 1350

SFAM-EPA-BP120123.MA.M Fri Dec 15 ©6:37:28 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.098 2.56 ng/ul 322290 Phenanthrene-d10 17.210
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2552 (18.098 min): BP018856.D\data.ms (-2548) (- m/z 73.00 100.00%

73.0
5000
213.1

—
‘M L 18.00 18.50
(

- HWLAA_lﬁwmh‘F?%?H?5594ﬁ5?‘ﬂ3%9§4f‘ m/z 60.00  82.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

256.0

5000 —t —
129.0 18.00 18.50

m/z 43.05 74.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
P

18.00 ldSO
5000 256.0 m/z 55.00 62.98%
129.0
‘H“.H‘\ “H\Hl\vl}?b““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143507: n-Hexadecanoic acid P, =
43.0 18.00 18.50

m/z 57.05 59.82%
5000

129.0 256.0
H ‘MM\ 1 0 \

y I
‘\\\‘\\\‘\\\\‘\\ L L L R R I L BRI LR R B T T ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

%.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18856.D

Acqg On : 14 Dec 2023 22:40
Operator : MA/JU

Sample : 05752-01

Misc

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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-brom... 9.328 17.9 ng/ul 1605960 2 10.628 1793250 20.0
Benzene, 1-chlo... 9.599 2.7 ng/ul 243889 2 10.628 1793250 20.0
2,4,7,9-Tetrame... 13.369 30.1 ng/ul 3274490 3 14.463 2172070 20.0
n-Hexadecanoic ... 18.098 2.6 ng/ul 322290 4 17.210 2517120 20.0
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