LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc :

ALS Vvial : 51 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@18857.D\data.ms

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

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

1 5.146 342 350 366 rVB 11708602 19006862 12.48%  3.242%
2 7.004 657 666 681 rVB3 417700 1190246 0.78% 0.203%
3 7.175 689 695 704 rBV 363690 579155 ©.38% 0.099%
4 7.369 721 728 738 rBV 397672 681980 0.45% 0.116%
5 7.728 777 789 801 rBV 6995423 14143378 9.29% 2.413%
6 7.934 801 824 829 rBV 30080169 141080526 92.62% 24.065%
7 8.204 860 870 876 rBV 21040558 41633561 27.33% 7.102%
8 8.545 921 928 933 rBV 471206 739162 0.49% 0.126%
9 8.598 933 937 942 rVV 138510 226766 0.15% 0.039%
10 8.663 942 948 956 rVB 541406 882168 ©.58% 0.150%
11  8.992 997 1004 1012 rBV 368895 610907 0.40% 0.104%
12 9.328 1054 1061 1069 rVB 1480842 2360610 1.55% 0.403%
13 9.557 1091 1100 1104 rBV 1318414 2211890 1.45% 0.377%
14 9.598 1104 1107 1110 rBV 856272 1340843 0.88% 0.229%
15 9.716 1121 1127 1132 rBV 222196 373958 0.25% 0.064%
16 9.775 1132 1137 1146 rVB 534478 861364 0.57% 0.147%
17 9.934 1148 1164 1170 rBV 229207 625440 0.41% 0.107%
18 10.010 1170 1177 1184 rVV 381668 697146 0.46% 0.119%
19 10.092 1184 1191 1200 rVB 111218 217696 0.14% 0.037%
20 10.263 1213 1220 1226 rBV 427348 834181 0.55% 0.142%

21 10.328 1226 1231 1242 rVB 84903 194107 0.13% 0.033%
22 10.557 1251 1270 1275 rBV3 30835699 152314840 100.00% 25.982%
23 10.657 1281 1287 1298 rVB 1523381 2165893 1.42% 0.369%
24 10.781 1303 1308 1319 rVB 122904 227637 0.15% ©0.039%
25 11.051 1340 1354 1359 rBV 28059361 78777977 51.72% 13.438%

26 11.169 1368 1374 1386 rVB 109862 216809 0.14% 0.037%
27 11.422 1410 1417 1432 rVB 88730 179206 0.12% 0.031%
28 11.745 1466 1472 1477 rVB 103996 162798 0.11% 0.028%
29 11.916 1490 1501 1507 rVB 123499 313692 0.21% 0.054%
30 12.192 1541 1548 1557 rVB 500357 783337 ©.51% 0.134%
31 12.369 1571 1578 1592 rVB 642069 1043962 0.69% 0.178%
32 12.622 1614 1621 1623 rBV 2360911 3554727 2.33% 0.606%
33 12.657 1623 1627 1634 rVV 8236601 12698240 8.34% 2.166%
34 12.727 1634 1639 1647 rVB 245123 370618 0.24% ©0.063%
35 13.275 1719 1732 1738 rBV 24451761 43432971 28.52% 7.409%

36 13.363 1742 1747 1757 rVWV2 233224 446628 0.29% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc :

ALS Vvial : 51 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 13.880 1829 1835 1845 rVB 896520 1238306 ©0.81% 0.211%
38 14.157 1876 1882 1893 rVV 1017248 1468544 0.96% 0.251%
39 14.269 1896 1901 1910 rBV 136219 280515 0.18% 0.048%
40 14.463 1924 1934 1940 rBV 2052574 3002213 1.97% 0.512%
41 14.669 1964 1969 1981 rBV 205620 356418 ©.23% 0.061%
42 14.780 1981 1988 1994 rBV 4766744 6805422 4.47% 1.161%
43 15.451 2096 2102 2115 rBV 1419810 2133658 1.40% 0.364%
44 15.574 2117 2123 2130 rVV 215459 321425 0.21% 0.055%
45 16.510 2277 2282 2289 rBV 143687 209049 0.14% 0.036%
46 17.110 2376 2384 2390 rBV4 69840 154270 0.10% 0.026%
47 17.210 2395 2401 2407 rBV 2587127 3504290 2.30% ©0.598%
48 17.310 2412 2418 2426 rBV 1406080 2022984 1.33% 0.345%
49 18.104 2548 2553 2558 rBV 240410 328354 0.22% 0.056%
50 18.545 2624 2628 2635 rBV 319579 421875 0.28% 0.072%
51 18.657 2638 2647 2654 rVB 144342 273950 0.18% 0.047%
52 18.874 2680 2684 2688 rBV 149054 178591 0.12% 0.030%
53 19.121 2718 2726 2740 rVB9 151789 696365 0.46% 0.119%
54 19.333 2758 2762 2767 rBV 145487 190981 ©0.13% 0.033%
55 19.545 2790 2798 2805 rBV 2182344 2866113 1.88% 0.489%
56 19.880 2851 2855 2862 rVB 783673 954465 0.63% 0.163%
57 20.074 2885 2888 2896 rVB 141918 170277 ©0.11% 0.029%
58 20.356 2932 2936 2947 rBV 1133615 1473985 ©0.97% 0.251%
59 20.721 2993 2998 3002 rBV 1001961 1203084 0.79% 0.205%
60 20.909 3025 3030 3042 rBV2 1464008 2113574 1.39% 0.361%
61 21.015 3044 3048 3050 rBV 602407 750170 0.49% 0.128%
62 21.045 3050 3053 3058 rVvB2 788394 1046181 0.69% 0.178%
63 21.298 3091 3096 3102 rVB 3686687 4418523 2.90% 0.754%
64 21.903 3195 3199 3201 rBV 528384 693977 0.46% 0.118%
65 22.939 3370 3375 3380 rBV 735133 1158707 0.76% 0.198%
66 22.998 3380 3385 3396 rVB 579116 1258975 0.83% 0.215%
67 23.503 3465 3471 3477 rBV 1367782 2521232 1.66% 0.430%
68 23.656 3490 3497 3512 rVB 2173638 4543651 2.98% 0.775%
69 24.368 3613 3618 3631 rBV2 347445 1055716 0.69% 0.180%
70 27.203 4092 4100 4116 rVB3 1211467 3927911 2.58% 0.670%

71 28.009 4229 4237 4255 rVB2 1487112 5316206 3.49% 0.907%

Sum of corrected areas: 586241238
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Dec 2023 23:13
: MA/JU
: 05752-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BPO18857.D

: 51  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: BP018857.D\data.ms

7.934 10,557
11.051

8.204

5.146

7.728

657
7.00475369 ghggE. 99 @@mzﬁgb i0.78111. 169 a7
L ‘ L ‘ L ‘ L ’ T T T ’ L ’ L ‘ L ‘ T A\ T A\ ‘ T L’_'_'_\_'_'_T,\ /\u\/\

Time-->

350 400 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 11.00 1150

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BP018857.D\data.ms

13.275

12.657

14.780

12.622 17.210

Time-->

4.463 19.5
17310 .35¢
o 1:018183692,727 1A363 138 %%6%6 9 1,@574 16.510 17-1K9L 18.104 1&5.‘@281&]12)1333(\&6%%?

12.00 12,50 13.00 13.50 1400 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

o

Time-->

TIC: BP018857.D\data.ms

21.298

o~

56
B 28.
20'%J 21.903 2220088 235D 24.368 27.2%09

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@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 5 Benzene, 1-bromo-2-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.328 21.80 ng/ul 2360610  Naphthalene-d8 10.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 96
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 96
Abundance Scan 1061 (9.328 min): BP018857.D\data.ms (-1054) (-) m/z 191.90 100.00%
191.9
111.0
5000
50.0
‘ 9.00 9.20 9.40 9.60
ol boad L 2679 354.9415.5474.8534.6 /7 189.85  76.08%
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
5000 UL L B I B R |
9.00 9.20 9.40 9.60
50.0 m/z 110.95 67.14%

Ll

L LA B N B L L L B L BN N L L L B BB I

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 R TR SRS
9.00 9.20 9.40 9.60

5000 m/z 74.95 45.84%

50.0

I ot
(BRI B B L B L B B RN MR

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

Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0 9.00 9.20 9.40 9.60
m/z 193.85 24.50%
5000| ggq
‘ml\J‘H‘J‘v‘U“ T e e e e e
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@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 6 Benzene, 2,4-dichloro-1-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.557 20.42 ng/ul 2211890  Naphthalene-d8 10.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
4 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97

Abundance Scan 1100 (9.557 min): BP018857.D\data.ms (-1091) (-) m/z 125.00 100.00%

125.0
5000 /\
63.0 T .
| ‘ 9.50
Ol rraphiab, A ) 207.0265.8 3571  447.65064 ./, 16p.00  38.05%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36606: Benzene, 2,4-dichloro-1-methyl-
125.0
5000 — ‘ /\
9.50
m/z 88.95 31.88%

630\
Iy AJ

‘\H\’\\H‘\\H‘\'\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

I
—

Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
* \
9.50
5000 ITI/Z 127.00 31.14%
63.0
VTN 19O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ]\
Abundance #36618: Benzene, 1,2-dichloro-3-methyl- — —

125.0 9.50
m/z 162.00  23.83%

5000

” “n\ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 Benzene, 1,2-dichloro-3-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.598 12.38 ng/ul 1340840 Naphthalene-d8 10.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
3 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 96
4 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
5 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96

Abundance Scan 1107 (9.598 min): BP018857.D\data.ms (-1104) (-) m/z 125.00 100.00%

125.0
5000 /\
63.0 1 T
‘ 9.50 10.00
Obrrbdiah 4 207.0 2809 3551 4308 5031 sz 159.95 47.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 T ! j\
9.50 10.00
63.0

m/z 89.00 37.85%
|

Uy 1| b

‘H\wruwHu‘r‘\u‘uH‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

Abundance #36610: Benzene, 1,2-dichloro-3-methyl-
125.0

—
—

— —
9.50 10.00
5000 m/z 127.00 31.11%
63.0

.Mmem i

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

T
—

Abundance #36607: Benzene, 1,3-dichloro-5-methyl- — —
125.0 9.50 10.00
m/z 162.00 31.05%
5000
63.0
‘mlm|"w‘w\”H‘Mm‘w_‘H_‘wa”www i /‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 9 Benzoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.934 5.78 ng/ul 625440 Naphthalene-d8 10.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1164 (9.934 min): BP018857.D\data.ms (-1148) () | m/z 105.00 100.00%

105.0
5000
—==5
39. 10.00
obtbull L L 208.0266.6 34114032 5108 n/7 122.00 79.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000

10.00
m/z 76.95 75.17%

490
\\\‘\l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0

10.00
5000 m/z 50.95 30.71%

39%
ol

\\‘\ ‘ \l\ T ‘ L ‘ L ‘ L ‘ L ‘ TTTT ‘ L ‘ L ‘ L ‘ L ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 wﬂﬁlxjkj/kAj\wﬂ
Abundance #11262: Benzoic acid Nﬁ*ﬁ

105.0 10.00

5000
39#
Pl
e e e T T T T T

m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP120123.MA.M Fri Dec 15 ©6:38:15 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 10 Benzene, 1,4-dichloro-2-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.010 6.44 ng/ul 697146  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
3 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 97
4 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97

Abundance Scan 1177 (10.010 min): BP018857.D\data.ms (-1170) (- m/z 124.95 100.00%

125.0
5000
—r
67'0 10.00
Obropphidl 4 | 2089 2809 35624171 5031 ./ 159.95  38.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 R
10.00
63.0 m/z 127.00 31.39%

H“h J

‘\H\[\\H[HH‘HH‘H\\‘HH‘HH‘H\\‘H\\‘H\\‘\H\‘\

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

—

Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
T T
10.00
5000 ITI/Z 89.00 31.08%
63.0
Jh“hn,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance #36608: Benzene, 1,4-dichloro-2-methyl- — ‘
125.0 10.00

m/z 161.95 24.76%
5000

63.0

H.w. \

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@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 11 2-Phenylpropenal Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.092 2.01 ng/ul 217696  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenylpropenal 132 CS9H80 004432-63-7 94
2 5(4H)-Isoxazolone, 3-phenyl- 161 C9H7NO2 001076-59-1 50
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 182 C8H7Br 021120-91-2 50
4 Benzene, (1-chloroethenyl)- 138 C8H7C1 000618-34-8 50
5 Benzene, (1-bromoethenyl)- 182 C8H7Br 000098-81-7 47

Abundance Scan 1191 (10.092 min): BP018857.D\data.ms (-1184) (- m/z 102.95 100.00%

108.0
5000

30. \ 207.0 10.00
Ol tfl bt 29752668 3410 4321 5269 m/z 103.95 53.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16654: 2-Phenylpropenal
108.0
5000 \
1000

m/z 77.00  44.50%

39.
‘\\‘H\‘l\’\\ﬂ\l\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37484: 5(4H)-Isoxazolone, 3-phenyl-
103.0

1000
5000 m/z 132.60  37.35%
1610
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #57448: Bicyclo[4.2.0]octa-1,3,5-triene, 7-bromo- — ‘
103.0 10.00

m/z 50.95 23.63%

5000

—

18.0 182.0 M
| I w\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 14 Bicyclo[4.2.0]oct-1-ene, 7-... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.169 2.00 ng/ul 216809 Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]oct-1-ene, 7-endo-... 134 C1@H14 1000142-18-3 58
2 Benzenepropanal 134 C9H1e0 000104-53-0 53
3 Benzenepropanal 134 C9H10e0 000104-53-0 49
4 Benzenepropanal 134 C9H1e0 000104-53-0 46
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 30

Abundance Scan 1374 (11.169 min): BP018857.D\data.ms (-1368) (- m/z 91.05 100.00%

91.0
5000

—
ldh ‘ M 207.0267.9 342.1 416.1477.9540.6 11.00 1159
kbbb L ERET2079 A1 410.1477.9940.8 w7 91.95  44.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17118: Bicyclo[4.2.0]oct-1-ene, 7-endo-ethenyl-
91.0

5000 ——
1100 11.50
N 102.95  37.47%
MM

T‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17530: Benzenepropanal
91.0

o

1100 1150
5000 77 .00 32.59%
l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17532: Benzenepropanal
91.0 1100 1150
134.00 23.46%
5000

Zﬂ L t A

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11 00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 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 15 Benzene, 1-bromo-2,6-dichloro- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.916 2.90 ng/ul 313692 Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2,6-dichloro- 224 C6H3BrCl2 019393-92-1 99
2 1-Bromo-2,3-dichlorobenzene 224 C6H3BrCl2 056961-77-4 99
3 1-Bromo-2,4-dichlorobenzene 224 C6H3BrCl2 001193-72-2 98
4 Benzene, 2-bromo-1,4-dichloro- 224 C6H3BrCl2 001435-50-3 95
5 Benzene, 1-bromo-3,5-dichloro- 224 C6H3BrCl2 019752-55-7 95

Abundance Scan 1501 (11.916 min): BP018857.D\data.ms (-1490) (- m/z 225.90 100.00%
225.9
5000 144.9
74.0
T
} l 1200
Ol bbb e b 390,98 4291 8218 s 023,90 57.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104686: Benzene, 1-bromo-2,6-dichloro-
226.0
5000
145.0 1200
74 m/z 144.90  41.97%
l‘}ll’Ll“ff
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104678: 1-Bromo-2,3-dichlorobenzene
226.0 Aﬁﬁjﬁ
1200
5000 1450 m/Z 227.75 49.8300
74.0 ‘
")',h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104679: 1-Bromo-2,4-dichlorobenzene ;
226.0 12.00
m/z 74.00 30.70%
5000
145.0
75.0
130“1,LI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 16 Benzene, 1,2,4-trichloro-3-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.192 7.23 ng/ul 783337  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 98
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 98
3 Benzene, 1,3-dichloro-2-(chlorom... 194 C7H5C13 002014-83-7 95
4 Benzene, 1,2-dichloro-3-(chlorom... 194 C7H5C13 003290-01-5 95
5 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 94
Abundance Scan 1548 (12.192 min): BP018857.D\data.ms (-1541) (- m/z 158.95 100.00%
158.9
5000 /\‘
‘ 12.00 12.50
0 _mh'h"ﬂp LA 8210 3271 4007 4976 4/, 160.90  62.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 J\‘ 1 U
12.00 12.50
610 \ m/z 193.85  44.06%
‘\\\”\“‘\“J”\‘”TM[%FI\‘ 1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0
AL
12.00 12.50
5000 m/z 195.90 43.01%
61.0
. ..n.wmw.\\r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69666: Benzene, 1,3-dichloro-2-(chloromethyl)- /\‘ —— ——
159.0 12.00 12.50
m/z 122.95 24.76%
5000
89.0 H
254 JIJ"‘W}M -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 17 Benzene, 1,2,3-trichloro-4-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.369 9.64 ng/ul 1043960 Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 99
2 Benzene, 1,2,3-trichloro-4- methyl— 194 C7H5C13 007359-72-0 97
3 Benzene, 2,4-dichloro-1-(chlorom... 194 C7H5C13 000094-99-5 96
4 Benzene, 1,2-dichloro-4-(chlorom... 194 C7H5C13 000102-47-6 95
5 Benzene, 2,4-dichloro-1-(chlorom... 194 C7H5C13 000094-99-5 95
Abundance Scan 1578 (12.369 min): BP018857.D\data.ms (-1571) (- m/z 158.95 100.00%
158.9
5000 K f\
61.0 — "
M 12.00 12.50
0L rroathhilly L L 417.8281.0340.7 4289 5025 /7 160.90  64.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 — —— JL
12.00 12.50
610 \ m/z 193.90  48.62%
‘\\\”\“‘\“J”\‘”Th[%\\\‘ l\\\L\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0
— —
12.00 12.50
5000 m/z 195.90 47 .23%
61.0
. ..n.nflmw.\\r | S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69672: Benzene, 2,4-dichloro-1-(chloromethyl)-
159.0 12.00 12.50
m/z 123.00 39.43%
5000
89.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 18 2,4,5-Trichlorotoluene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.727 2.47 ng/ul 370618 Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 99
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 97
3 2,4,5-Trichlorotoluene 194 C7H5C13 006639-30-1 93
4 Benzene, 1,2-dichloro-4-(chlorom... 194 C7H5C13 000102-47-6 93
5 Benzene, 1,3-dichloro-5-(chlorom... 194 C7H5C13 003290-06-0 93
Abundance Scan 1639 (12.727 min): BP018857.D\data.ms (-1634) (- m/z 158.95 100.00%
158.9
5000 ]\
—
61.0 ‘ 12.50 13.00
oL prrost Ly L [ 2192828 35504151 4904549, /166 95 61.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 —— /\ ———
12.50 13.00
610 \ m/z 193.90  48.11%
‘\\\”\“‘\“Jli\‘th%Ff\‘ 1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0 A
—
12.50 13.00
5000 m/z 195.90 37.51%
61.0
..n.wmm.\\r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69650: 2,4,5-Trichlorotoluene T
159.0 12.50 13.00
m/z 122.95 29.11%
5000
61.0 }
_‘H_“J'!MHM m‘_mwwwm_m‘w_m_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1250 1&00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 19 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.363 2.98 ng/ul 446628  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 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 58
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 53
5 Tiocarlide 400 C23H32N202S 000910-86-1 53
Abundance Scan 1747 (13.363 min): BP018857.D\data.ms (-1742) (- | m/z 43.00 100.00%
43.0 109.1
5000
1 l ’ 69.1 13. 00 13 50
O hllhy 077 2678 3408 4296 5272 4,7 199,05  86.65%
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
13. 00 13 50
m/z 151.00 55.33%
| ’ ‘ 69.0
‘\\“\\\‘#h\d\w\‘m“l\‘\u\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0
13. 00 13 50
5000 m/z 41.05 23.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724:. Metacetamol
109.0 13. 00 13 50
m/z 68.95 18.12%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 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 20 4,4'-Dichlorodiphenylsulphide  Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
18.545 2.41 ng/ul 421875  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Dichlorodiphenylsulphide 254 C12H8C12S 005181-10-2 86
2 4,4'-Dichlorodiphenylsulphide 254 C12H8C12S 005181-10-2 68
3 4-(2,4-Dichlorophenoxy)phenol 254 C12H8C1202 040843-73-0 68
4 2,4'-Dichloro-5-hydroxydiphenyl ... 254 C12H8C1202 070870-55-2 53
5 Ferrocene, 1,2-dichloro- 254 C1OH8C12Fe 012287-95-5 38

Abundance Scan 2628 (18.545 min): BP018857.D\data.ms (-2624) (-] | m/z 183.95 100.00%
183.9 2539
5000
108.0
T T
50.0 " 18.50
ol i L L1 34314011  489.1549. 1 553 99 g4.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140117: 4,4'-Dichlorodiphenylsulphide
254.0
184.0
5000 — :
18.50
108.0 m/z 256.00 58.50%
\\E]{\q\\“L\‘\‘TL‘J\\\\‘\‘!“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140118: 4,4'-Dichlorodiphenylsulphide
254.0
/\/L T T ‘ T ‘
184.0 18.50
5000 m/Z 108.00 33.56%
75.0
11—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140113: 4-(2,4-Dichlorophenoxy)phenol — ‘
184.0 18.50
254.0 m/z 75.00  28.27%
109.0
5000
39. o‘
1R o)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BPO18857.D

: 14 Dec 2023 23:13
: MA/JU
. 05752-02

: 51

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 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 21 Dibenzoylmethane Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
19.121 3.97 ng/ul 696365  Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzoylmethane 224 C15H1202 000120-46-7 87
2 Dibenzoylmethane 224 C15H1202 000120-46-7 64
3 Dibenzoylmethane 224 C15H1202 000120-46-7 64
4 Dibenzoylmethane 224 C15H1202 000120-46-7 50
5 Dibenzoylmethane 224 C15H1202 000120-46-7 50

Abundance Scan 2726 (19.121 min): BP018857.D\data.ms (-2718) (- m/z 223.00 100.00%

223.0
105.0
5000
1000 19.50
39.F } 281.0 : -
LML M T 342.04001 47495332 100 0 76.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104447: Dibenzoylmethane
105.0
223.0
5000 o i
19.00 19.50
m/z 224.05 71.80%
39'#& Lil, 1850

1 i
\\\\‘\\\\‘\\\f\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104452: Dibenzoylmethane
105.0 224.0

>

T
19.00 19.50
5000 m/z 77.00 68.54%

65.0

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

-

Abundance #104450: Dibenzoylmethane —— —
105.0 19.00 19.50
223.0 m/z 69.00 55.73%
h M
39.
HHﬂﬂWMhm\Egﬂ‘H\W\H\M\H‘H\W\H\M\H‘H\w\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 22 4-(3-Pyridinyl)-2-pyrimidin... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
19.880 4.32 ng/ul 954465  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3-Pyridinyl)-2-pyrimidinamine... 244 C12H16N4Si 1010476-09-4 59
2 Benzo(a)acridine 229 C17H11N 000225-11-6 59
3 Naphtho(2,1-f)quinoline 229 C17H11N 000218-08-6 58
4 5-Amino-2-(1-methylethyl]-1-pent... 271 C15H21IN5 1000326-95-8 50
5 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 50
Abundance Scan 2855 (19.880 min): BP018857.D\data.ms (-2851) (- m/z 229.05 100.00%
229.1
5000
— ——
11‘4-1 1950 20.00
o380 il 4} 20293561 42894889549 /7 228.10  36.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127764: 4-(3-Pyridinyl)-2-pyrimidinamine, N-trimethylsily
229.0
5000 — "
99.0 19.50 20.00
m/z 244.10  27.50%
‘\28\.9"”\J\Al\‘l\“m\J\\\]‘-\7\%\-\0‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110526: Benzo(a)acridine
229.0
— ——
19.50 20.00
5000 m/z 230.05 18.51%
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110529: Naphtho(2,1-f)quinoline - ——
229.0 19.50 20.00
m/z 226.05 17.61%
5000
100.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 23 Tetrasul Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.357 6.67 ng/ul 1473990  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrasul 322 C12H6C14S 002227-13-6 95
2 Tetrasul 322 C12H6C14S 002227-13-6 95
3 4,6'-Dihydroxy-2,2"',4"',6-tetrach... 322 C12H6C1402 1000447-97-5 93
4 3,3'4,4'-Tetrachlorodiphenylsulfide 322 C12H6C14S 076745-12-5 93
5 Tetrasul 322 C12H6C14S 002227-13-6 50

Abundance Scan 2936 (20.356 min): BP018857.D\data.ms (-2932) (- m/z 251.85 100.00%

251.8
323.9
5000 141.9

— —
7"]'0 | \ 20.00 20.50
Ol bk AL b Ly k4149 4911 n; 953,85 70.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226202: Tetrasul
252.0
324.0
5000 — ——
20.00 20.50
108.0 m/z 323.85 50.86%
176.0
‘\\:5\()“.\'(‘)‘\1\"\'\“\1\“\Jl‘rrlh#\"wllru LHHMH‘H‘HH‘HH“H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226204: Tetrasul
252.0 324.0
— —
20.00 20.50
5000 ITI/Z 141.90 38.74%
108.0

o | Jll7ﬁlol { |

Pt e e b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #226200: 4,6'-Dihydroxy-2,2',4',6-tetrachlorobiphenyl — ——
252.0 324.0 20.00 20.50

m/z 321.90  38.64%

5000

98.0 160.0
29.0 u

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 24 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.721 5.45 ng/ul 1203080 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 20
2 4-(4-Fluoro-3-trifluoromethylphe... 328 C16H16F40Si 1000509-22-3 15
3 8-Amino-5-ethoxy-6-methoxyquinoline 218 C12H14N202 064992-85-4 15
4 Coumarin, 7-hydroxy-4-methyl-3-p... 218 C13H1403 019491-93-1 15
5 Propenone, 1-(2-furyl)-3-(5-meth... 218 C11H10N203 186957-33-5 14

Abundance Scan 2998 (20.721 min): BP018857.D\data.ms (-2993) (- m/z 109.05 100.00%

109.1
189.1 313.3
5000
41.
| l\ mi 0%y B
248.9
b MAJ | i ‘“c'mi JJ‘ J‘ MUET 1187214201 | 8380 s 189 05 79.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237164: 1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-
95.0
5000 205.0
2050 2100
ll ‘ 313.0 m/z 313.30 78.91%
“m"\}\ Ll“\‘\‘\M\J\‘\“\\\\‘\\\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #233685: 4-(4-Fluoro-3-trifluoromethylphenyl)phenol, TM
318.0
SESSES LW v
20.50 21.00
5000 ITI/Z 95.0 75.23%

730 15605199
"w‘MH“H‘JWJKp!nw“u‘\m“H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance : i inoli

#96315: 8-Amino-5-ethoxy-6-methoxyquinoline

189.0 2050 2100
m/z 205.2 68.60%
5000
79.0
l.mwh”,l -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2&50 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 25 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.909 9.57 ng/ul 2113570  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dimethylamino-3-methylpyridine 136 C8H12N2 061713-46-0 35
2 2-Acetylamino-7-(2-acetylaminoet... 386 C20H22N206 076734-99-1 35
3 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000362-66-7 30
4 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 27
5 3H-Cyclopenta[c]pyridazin-3-one,... 136 C7H8N20 1000338-22-1 27
Abundance Scan 3030 (20.909 min): BP018857.D\data.ms (-3025) (| | m/z 136.00 100.00%
136.0
5000
79. 205.2
T
ob bbbl bUA L) 2701 | 43094912548. 1/, 167 65 51.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18648: 2-Dimethylamino-3-methylpyridine
107.0
5000
21.00
m/z 123.05 43.96%
\\\‘\\l\\“‘\‘!‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292294: 2-Acetylamino-7-(2-acetylaminoethyl)-3-(3,4-di
136.0
21.00
5000 m/z 81.05 39.21%
193.0
60.0
Wl “ 327.0386.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68207: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-5-p —T
136.0 21.00
41.0 m/z 95.05 37.86%
5000
193.0
”'A“\ RS T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 26 Carbonic acid, hexadecyl pr... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.015 3.40 ng/ul 750170  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 90
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87
Abundance Scan 3048 (21.015 min): BP018857.D\data.ms (-3044) (- m/z 57.10 100.00%
57.1
- L
| o
5.1 207.0 } :
ol LMUER 270 2820 3550 42094921509, 1)y 7910 64.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 —_— :
21.00
m/z 43.10 63.54%
L0 1960 2es0
\11‘ 11'\‘T\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
T \
21.00
5000 m/z 85.10 43.62%
} .} | ‘FF?-O 224.0 297.0
e TR SR ey,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester e
57.0 21.00
m/z 55.05 42.12%
h m
| .} I “FF?;Olsz.o 2520 325.0
A P e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 27 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.045 4.74 ng/ul 1046180 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 4-fluoro-N-(7-methyl-... 287 C14H1OFN30S 1000350-88-7 42
2 Benzamide, 4-fluoro-N-(5-methyl-... 287 C14H10FN30S 1000350-88-6 42
3 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 38
4 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 25
5 (R)-N-(Quinuclidin-3-yl)-2,3-dih... 288 C16H20N203 527680-56-4 20
Abundance Scan 3053 (21.045 min): BP018857.D\data.ms (-3050) (- m/z 123.10 100.00%
1238.1
5000
191.1
55. 287.1
N \
21.00
57.9
0k a‘ I \ o 'J”L } it M"\ . ‘ LLTL 416847505349 0 95 10 84.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182326: Benzamide, 4-fluoro-N-(7-methyl-2H-[1,2,4]thia
123.0
5000 élbd T
287.0 :
192.0 m/z 109.05  83.95%
ss.f ‘ ‘
\\‘\Iih\h\\“\f‘\\‘l\‘\\\l‘\\\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182325: Benzamide, 4-fluoro-N-(5-methyl-2H-[1,2,4]thia
95.0
1 \
21.00
5000 m/z 149.00 75.87%
192.0
287.0
sl ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29182: 2,2-Dimethylocta-3,4-dienal = :
123.0 21.00
m/z 163.05  75.49%
41.0
h AA_UL
M\Mﬂ‘ L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
21.903 3.14 ng/ul 693977  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3199 (21.903 min): BP018857.D\data.ms (-3195) (- m/z 57.05 100.00%
57.0
- L
—
‘ || 1271 208.0 281.0341.0400.9 476.1 549 22.00
O A L L i S S SR RSP R m/z 71.10 72.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 R
22.00
m/z 43.05 56.65%
L1770 2970 2680
\\\\‘\\\\‘\\\\‘\\\\‘f\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
—
22.00
5000 m/z 85.05 54.32%
L ERT0 107.0 2670 367.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- —
43.0 22.00
m/z 55.00 23.61%
210.0
113.0
LR T eerosaa0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.939 5.10 ng/ul 1158710  Perylene-di12 23.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 95
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3375 (22.939 min): BP018857.D\data.ms (-3370) (- m/z 57.10 100.00%
57.1
e
| RTL 1072 ‘ 23.00
owmu_uumu 22951 358.1415.0 4891549 /7 71.10  69.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 T
23.00
m/z 85.10 53.86%
|10 1970 2670 3380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307034: Octacosane, 2-methyl-
57.0
R
23.00
5000 m/z 43.05 53.45%
‘ 365.0
197.0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330025: Tetracosane, 1-iodo- —
57.0 23.00
m/z 55.05 23.27%
5000
A o zeo 0 J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BPO@
14
: MA/
: 057

: 51

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\

18857.D

Dec 2023 23:13
Ju

52-02

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 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 30 (DEL) Alkane: Cyclic22.997 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.997 5.54 ng/ul 1258980  Perylene-di12 23.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3385 (22.998 min): BP018857.D\data.ms (-3380) (- m/z 57.10 100.00%
7.1

-

5000
1p5.1
23.00
245.2
ol AL 2833 T 309 41704769 5484, 8310 96.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 )

23.00
m/z 97.05 90.59%

LLLEERS,. 250 |

‘\\H’\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘\

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

-

Abundance #215083: 1-Heneicosano
55.0
23.00
5000 m/z 55.10 83.45%
5.0
\h\ | f\ ‘\ L .196 0 266.0

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

4

Abundance #306022: Nonacos-1-ene
57.0 23.00
m/z 69.05 80.55%
h M\L
ol (N — AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 31 (DEL) Alkane: Cyclic24.368 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
24.368 4.65 ng/ul 1055720  Perylene-di12 23.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 1-Triacontanol 438 C30H620 000593-50-0 94
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 3618 (24.368 min): BP018857.D\data.ms (-3613) (- m/z 57.10 100.00%
57.1
1p5.1
— —
‘ ‘ 20‘7'0 2810 3570 24.00 24.50
bkt b S200 SO703160 5042 myz 97.10  88.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T L
24.00 24.50
m/z 83.10 86.35%
il
‘\\"\\’\‘\ \‘\\‘\\\‘A\‘I\\"\“‘\\\\2‘6\5\19‘¥\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321442: 1-Triacontano
57.0
— —
24.00 24.50
5000 m/z 55.10 73.84%
125.0
420.0
» ,Un‘m hnasso e [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate — —
43.0 24.00 24.50
m/z 69.10 71.51%
il MJL
il m“ | 181.0 250.0308.0 378.0438.0
e A e S e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP@18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc

ALS vial : 51 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 32 D-Friedoolean-14-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

27.203 17.29 ng/ul 3927910  Perylene-di12 23.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 Valerena-4,7(11)-diene 204 C15H24 351222-66-7 59
3 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 53
4 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 50
5 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 46

Abundance Scan 4100 (27.203 min): BP018857.D\data.ms (-4092) (- m/z 204.15 100.00%

133.0 204.2
285.1
55.0
5000

HMI m 4088 2700 2750
,“n‘l‘l‘wl“‘l",‘.‘l‘luw.‘H343.o [ 47625349 %153 00 go 40w

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315414: D-Friedoolean-14-en-3-one
204.0  300.0
133.0

50001 69.0

2

—
424.0 27.00 27.50
m/z 285.15 75.97%

T ‘\ \l’JHl “ML‘J‘L‘A'! \J% gl 1\“}1 J\\l\ TTTT ‘ TTTT ‘ ! } T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80219: Valerena-4,7(11)-diene
105.0 204.0

27f00 27f50
50001 41 0 m/z 300.15 70.53%
H\HH.\. MHJ\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200074: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-¢ —— e
285.0 27.00 27.50

m/z 55.00 66.73%

5000 189.0
69.0
128.0 ‘
.,.An .Jl J 1 ‘\ \ |

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BPO18857.D

: 14 Dec 2023 23:13
: MA/JU
. 05752-02

: 51

hod
le

ry

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 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 33 Lup-20(29)-en-3-one Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.009  23.40 ng/ul 5316210 Perylene-d12 23.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
3 5-Bromo-4-oxo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
4 Guaia-9,11-diene 204 C15H24 1000374-19-8 70
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 45

Abundance Scan 4237 (28.009 min): BP018857.D\data.ms (-4229) (- m/z 205.15 100.00%
95.1 205.2
5000
313.2 — T 1
salll m\MM M | 1 as0154s, S
0 H!prq‘mtVMx‘_‘L“muu“uumu‘uuw“u‘u“‘ m/z 95.10 83.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315404 Lup-20(29)-en-3-one
109.0 5.0
5000{ 4% E— |
28.00
3130 4240 m/z 109.10  78.81%
\‘\\\“‘\‘\I‘ \|‘ \\\‘\\\H\}L\‘\‘L g‘f“f fu\ \I[ f“\‘lJW \1} T ‘ TTT \‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
T
28.00
50001 41. ITI/Z 81.00 75.11%
313.0 424.0
“'tJﬂdwwhhhhhkl“W\“J‘\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan e ‘
109.0 28.00
450 m/z 107.10 74.42%
218.0
5000
thulﬁ P — A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18857.D

Acqg On : 14 Dec 2023 23:13
Operator : MA/JU

Sample : 05752-02

Misc :

ALS vial : 51 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 21.8 ng/ul 2360610 2 10.657 2165890 20.0
Benzene, 2,4-di... 9.557 20.4 ng/ul 2211890 2 10.657 2165890 20.0
Benzene, 1,2-di... 9.598 12.4 ng/ul 1340840 2 10.657 2165890 20.0
Benzoic acid 9.934 5.8 ng/ul 625440 2 10.657 2165890 20.0
Benzene, 1,4-di... 10.010 6.4 ng/ul 697146 2 10.657 2165890 20.0
2-Phenylpropenal 10.092 2.0 ng/ul 217696 2 10.657 2165890 20.0
Bicyclo[4.2.0]o... 11.169 2.0 ng/ul 216809 2 10.657 2165890 20.0
Benzene, 1-brom... 11.916 2.9 ng/ul 313692 2 10.657 2165890 20.0
Benzene, 1,2,4-... 12.192 7.2 ng/ul 783337 2 10.657 2165890 20.0
Benzene, 1,2,3-... 12.369 9.6 ng/ul 1043960 2 10.657 2165890 20.0
2,4,5-Trichloro... 12.727 2.5 ng/ul 370618 3 14.463 3002210 20.0
2,4,7,9-Tetrame... 13.363 3.0 ng/ul 446628 3 14.463 3002210 20.0
4,4'-Dichlorodi... 18.545 2.4 ng/ul 421875 4 17.210 3504290 20.0
Dibenzoylmethane 19.121 4.0 ng/ul 696365 4 17.210 3504290 20.0
4-(3-Pyridinyl)... 19.880 4.3 ng/ul 954465 5 21.298 4418520 20.0
Tetrasul 20.357 6.7 ng/ul 1473990 5 21.298 4418520 20.0
unknown-01 20.721 5.5 ng/ul 1203080 5 21.298 4418520 20.0
unknown-02 20.909 9.6 ng/ul 2113570 5 21.298 4418520 20.0
Carbonic acid, ... 21.015 3.4 ng/ul 750170 5 21.298 4418520 20.0
unknown-03 21.045 4.7 ng/ul 1046180 5 21.298 4418520 20.0
(DEL) Alkane: S.. 21.903 3.1 ng/ul 693977 5 21.298 4418520 20.0
(DEL) Alkane: S.. 22.939 5.1 ng/ul 1158710 6 23.656 4543650 20.0
(DEL) Alkane: C.. 22.997 5.5 ng/ul 1258980 6 23.656 4543650 20.0
(DEL) Alkane: C... 24.368 4.7 ng/ul 1055720 6 23.656 4543650 20.0
D-Friedoolean-1... 27.203 17.3 ng/ul 3927910 6 23.656 4543650 20.0
Lup-20(29)-en-3... 28.009 23.4 ng/ul 5316210 6 23.656 4543650 20.0
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