LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : @03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc :

ALS Vvial : 36 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-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17512.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.834 122 127 135 rVB 88426 117238 0.17% 0.041%
2 3.911 135 140 150 rVB 66866 100288 0.15% 0.035%
3 7.093 675 681 697 rBV2 361399 823541 1.21% ©0.288%
4 7.275 705 712 722 rBV 329534 511641 ©.75% 0.179%
5 7.452 735 742 755 rBV 356386 593717 0.87% 0.207%
6 7.934 818 824 836 rBV 458343 720771 1.06%  0.252%
7 8.657 937 947 955 rBV 281043 470732 0.69% 0.164%
8 8.793 964 970 978 rVB 122083 201770 ©0.30% 0.071%
9 9.140 1023 1029 1039 rVB 380115 624407 0.92% 0.218%
10 9.857 1145 1151 1158 rBV 211761 351321 0.52% 0.123%
11 10.216 1203 1212 1224 rBV5 30619 100384 ©0.15% 0.035%
12 10.393 1235 1242 1254 rVB 340788 600653 0.88% 0.210%
13 10.681 1284 1291 1299 rVB 110767 189683 0.28% 0.066%
14 10.775 1299 1307 1313 rVV 578411 941929 1.39% 0.329%
15 10.946 1328 1336 1344 rBV 192124 361934 ©.53% 0.126%
16 11.122 1360 1366 1374 rBV 70836 126445 0.19% 0.044%
17 12.116 1526 1535 1546 rBV 918523 1493785 2.20% 0.522%
18 13.434 1754 1759 1763 rBV 127667 193936 ©.29% 0.068%
19 13.810 1819 1823 1826 rBV 103825 138715 0.20% 0.048%
20 13.851 1826 1830 1835 rVV 176879 239478 ©.35% 0.084%
21 14.045 1857 1863 1869 rVV 819798 1074805 1.58% 0.376%
22 14.328 1903 1911 1918 rBV 947296 1498106 2.21% 0.523%
23 14.404 1920 1924 1929 rVB3 97102 148864 0.22% 0.052%
24 14.634 1957 1963 1968 rVV 785214 1162307 1.71% 0.406%
25 14.898 2004 2008 2018 rBV5 50026 153524 ©.23% 0.054%
26 15.375 2085 2089 2095 rBv2 121219 182793 0.27% 0.064%
27 15.634 2128 2133 2141 rBV 1319498 1869571 2.75% 0.653%
28 16.304 2244 2247 2252 rBV2 100202 158992 ©0.23% 0.056%
29 17.422 2433 2437 2442 rBV 1002915 1347938 1.98% 0.471%
30 17.522 2450 2454 2461 rBV2 1258923 1831154 2.70% 0.640%

31 19.780 2834 2838 2843 rBV 2037990 2865848 4.22% 1.001%
32 22.104 3228 3233 3244 rVB 8288802 12038168 17.73% 4.206%
33 22.680 3324 3331 3340 rVB 17471336 30671558 45.17% 10.717%
34 22.827 3352 3356 3359 rBV 2429541 3887688 5.72% 1.358%
35 22.863 3359 3362 3366 rVB 3674783 4803025 7.07% 1.678%

36 23.039 3387 3392 3403 rVB2 7693256 16196252 23.85% 5.659%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : @03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS Vvial : 36 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-BP092023.MA.M
Title : SVOA CALIBRATION

37 23.292 3431 3435 3444 rVB3 2245196 4403999 6.49% 1.539%
38 23.427 3453 3458 3463 rVB 4556240 8803897 12.96% 3.076%
39 23.498 3466 3470 3475 rVB2 3676373 6259268 9.22%  2.187%
40 23.680 3493 3501 3508 rBV 15361249 31625314 46.57% 11.050%

41 23.974 3547 3551 3558 rBV4 1621349 3655874  5.38% 1.277%
42 24.539 3642 3647 3657 rVB4 2532279 6515958 9.60%  2.277%
43 24.704 3671 3675 3683 rVB 2368694 5184618 7.63% 1.812%
44 24.880 3693 3705 3712 rBV 13082590 39351826 57.95% 13.750%
45 25.515 3807 3813 3829 rVB2 3246650 8724205 12.85%  3.048%

46 25.839 3863 3868 3886 rVB2 1956620 6022704  8.87% 2.104%
47 26.780 4021 4028 4042 rVB 2972641 8943081 13.17%  3.125%
48 28.486 4296 4318 4338 rVB 14640642 67908579 100.00% 23.728%

Sum of corrected areas: 286192284
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Oct 2023 12:07
: MA/JU
: 04417-30

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
BPO17512.D

: 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP017512.D\data.ms
2e+07
1.5e+07
1e+07
5000000
38941 7.0927352 7.934 8.657939.140 9.85710 9399 84 220 22
0\\\‘\\\r‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘/\\le\‘r/\‘\\\\‘\\\\‘\MHWW#?@"%W
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP017512.D\data.ms
2e+07
1.5e+07
1e+07
5000000 19.780
15.634
12.11
0 6 13. 434:@&%11,?4‘?4@%51 898 15.375 16.304
e e e e e e e e T T T T T
Time--> 12100 12550 1300 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 1950 20.00
Abundance TIC: BP017512.D\data.ms
22.680 23.680
2e+07
24.880 28.486
1.5e+07
22.104 23.039
le+07 1286 234448
22.82 232 23.974
24539 25.515
5000000 25 839 26-&80
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 1 Tetrahydropyran Z-10-dodece... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.834 3.25 ng/ul 117238 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydropyran Z-10-dodecenoate 282 C17H3003 1000130-96-5 64
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 40
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 39
4 Methacrylamide 85 C4H7NO 000079-39-0 38
5 2-(Bromomethyl)acrylic acid 164 C4H5Bro02 072707-66-5 37

Abundance Scan 127 (3.834 min): BP017512.D\data.ms (-122) (-) m/z 84.95 100.00%

85.0

%

5000
P T e e
3.60 3.80 4.00 4.20
Oyl l 144.7208.0 282.0 3558 4288 5040 — m/z 41.00 74.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176087: Tetrahydropyran Z-10-dodecenoate
85.0
5000 L B I L LA BN B B
3.60 3.80 4.00 4.20
m/z 42.95 50.45%
0 145.0 209.0 282.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1736: 2-Pyrrolidinone
85.0
AR AR R A
3.60 3.80 4.00 4.20
5000 m/z 39.00 37.06%
27,
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl- R
85.0 3.60 3.80 4.00 4.20
m/z 59.95 23.20%
5000
27.
oL,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2 Butane, 2,3-dimethoxy-2-met... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.011  2.78 ng/ul 100288 1,4-Dichlorobenzene-ds  7.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-06-4 53

000099-66-1 38
017486-13-4 37
1000364-24-4 37

2 Valproic Acid 144 C8H1602
3 Silane, 2-butenyltrimethyl-, (Z)- 128 C7H16Si
4 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803

5 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 28
Abundance Scan 140 (3.911 min): BP017512.D\data.ms (-135) (-) m/z 73.10 100.00%
3.1
5000 /\
R RN
‘ 3.60 3.80 4.00 4.20
O bl 41 ]132.9192.9 2669 3420 4148 491.1549. ./, 43 0p  33.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16569: Butane, 2,3-dimethoxy-2-methyl-
73.0
5000 L B R IR R
3.60 3.80 4.00 4.20
m/z 41.00 14.47%
O‘\\‘\‘WH"HL‘V\\\“]\-\3\]-\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24063: Valproic Acid
73.0
P YT
3.60 3.80 4.00 4.20
5000 m/z 101.05 12.18%
59l |asss
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14236: Silane, 2-butenyltrimethyl-, (Z)- AmEEE R e R
73.0 3.60 3.80 4.00 4.20
m/z 58.95 11.37%
YU 1 NS NNRUURIUNSONIUNIUNIIN [ PV SV AR, P0F
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

SFAM-EPA-BP092023.MA.M Wed Oct 04 16:50:12 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phenol, 2,5-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.216 2.13 ng/ul 100384  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 86
2 Phenol, 3-ethyl- 122 C8H1e0 000620-17-7 81
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 74
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 74
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 72

Abundance Scan 1212 (10.216 min): BP017512.D\data.ms (-1203) (| | m/z 106.95 100.00%
0

10y.
5000

= =
39.0

| | 222.9280.9 0 10.00 10.50
il . .9342.4 415. 518.3 -
bl eee, B 0P e oted TN 2380 m/z 77.00  36.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11325: Phenol, 2,5-dimethyl-
107.0

5000 S e
10.00 10.50

m/z 121.95 32.91%

39.0
‘\\IIJ\‘J‘h‘\l”l\\\“‘l‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11300: Phenol, 3-ethyl-
107.0

T ]
10.00 10.50

o

o

5000 m/z 103.00 11.14%
39.0 l
0\”“waMWJH\H‘w‘H‘w‘wwH‘w‘”‘w‘H\H‘w‘H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11305: Phenol, 2-ethyl- —r= =
107.0 10.00 10.50

m/z 39.00 10.84%

5000
39.0
\H\u‘h

L A - —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phenol, 2-(1-methylethyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.681 4.03 ng/ul 189683  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
Abundance Scan 1291 (10.681 min): BP017512.D\data.ms (-1284) (- | m/z 120.95 100.00%
121.0
5000
— —
39.0 ‘ H 10.50 11.00
bbb bl | 2070 281.1 3551 423.6 494.4 /7 136.00  32.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 S —
10.50 11.00
m/z 102.95 24.70%
il
O‘H\‘\““\‘\lu“\‘ \‘\‘HH’\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
= —
10.50 11.00
5000 m/z 77.00 22.86%
aal
Otk A e ke e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18904: Phenol, 2-(1-methylethyl)- — —
121.0 10.50 11.00
m/z 91.00 22.53%
5000
00
Ol e e e e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 p-Cumenol Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.122 2.68 ng/ul 126445 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 94
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
3 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 90
4 3-Isopropylphenyl N-methylcarbam... 193 C11H15NO2 1000470-98-9 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90

Abundance Scan 1366 (11.122 min): BP017512.D\data.ms (-1360) (- m/z 121.05 100.00%
121.1

F::::::::::>

5000
—— —
39.0 \\‘ 11.00 11.50
bbbl ) 1929 267.1 38552 427.0 5421 n/7 136.00  31.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18802: p-Cumenol
121.0
5000 —— —
11.00 11.50
m/z 77.00 25.30%
ol
O‘\\J\Li“‘\‘l\\‘\\“‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
— —
11.00 11.50
5000 ITI/Z 91.00 23.29%
20 1l
bbbt b oo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18875: Phenol, 2-ethyl-6-methyl- e =
121.0 11.00 11.50
m/z 103.00 14.46%
5000
390\\
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\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phenol, p-tert-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.116  31.72 ng/ul 14937960  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
Abundance Scan 1535 (12.116 min): BP017512.D\data.ms (-1526) (- m/z 135.05 100.00%
135.1
5000 JL
— —
77-? \ ‘ 12.00 12.50
obrrbakd iy L], 2080 281.0 355.9 42804886547. 1/, 196.95  45.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 — —
12.00 12.50
m/z 150.00  18.79%
77.
O:I‘-\S\.QQ"”r'J‘\\\ﬁ‘\JH\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl-
135.0
— —
12.00 12.50
5000 m/z 95.10 13.87%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27475: Phenol, p-tert-butyl- — =
135.0 12.00 12.50
m/z 77.00 11.55%
5000
41.0
OXMML”J“l‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phenol, 2,4-bis(1-methyleth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.434 3.34 ng/ul 193936  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
3 Propofol 178 C12H180 002078-54-8 94
4 Propofol 178 C12H180 002078-54-8 93
5 Propofol 178 C12H180 002078-54-8 91

Abundance Scan 1759 (13.434 min): BP017512.D\data.ms (-1754) (- m/z 163.10 100.00%
1

63.1
5000 ﬂmﬂ
23.907)

91.0
il L2211 20513571 42014898549,/ 1710

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

Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0

o
-
w_|
o1
o |

5000 T

43.0 103.
‘\\\‘\“"WVHWT‘#%‘R\T“\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0

—T
13.50

o

5000 m/z 91.00 12.04%
43.0
103.
0‘H‘Mwﬂlﬁﬂhw‘h‘u‘w‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol —
163.0 13.50
m/z 164.10  11.34%
5000
91.0“ ‘
0‘H‘MwﬂAWAMM‘m‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Propofol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.810 2.39 ng/ul 138715  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 94
2 Propofol 178 C12H180 002078-54-8 94
3 Propofol 178 C12H180 002078-54-8 94
4 Propofol 178 C12H180 002078-54-8 91
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90

Abundance Scan 1823 (13.810 min): BP017512.D\data.ms (-1819) (- m/z 163.05 100.00%
168.1

=

5000
=
91.0 \ 13.50 14.00
owxﬂmU‘J‘\M 1.223.6283.1342.84008 47515350 /7 178.05  25.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol
163.0
5000 - e
13.50 14.00
m/z 121.00 14.23%
910l l
O‘\\\\ \\l‘\\\‘m\\\‘i\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52790: Propofol
163.0
= —
13.50 14.00
5000 ITI/Z 164.10 12.95%
91.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52793: Propofol e —7
163.0 13.50 14.00
m/z 91.00 10.88%
5000
glol l
0“H‘fmﬁ‘_LNHM"w“H“H“‘H“H“_“‘_“w“u“ . —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phenol, 3,5-bis(1-methyleth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.851 4.12 ng/ul 239478  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-bis(1-methylethyl)- 178 C12H180 026886-05-5 93
2 5'-Hydroxy-2',3',4"'-trimethylace... 178 C11H1402 013667-28-2 87
3 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 83
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 74
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64

Abundance Scan 1830 (13.851 min): BP017512.D\data.ms (-1826) (- m/z 163.10 100.00%
168.1

-

5000
o1. - A
|| \ 1260 | 1350 14.00
o diiduld, 11221.0 8269 4149 4890546 ./, 178 19  52.04%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52839: Phenol, 3,5-bis(1-methylethyl)-
163.0 JL
5000 - Ao
13.50 14.00
Ql.T m/z 135.00  41.00%
O ‘ TTT \“ ‘“‘1“\"“\ J“‘J“\M l\“ \J‘r TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #52657: 5'-Hydroxy-2',3',4'-trimethylacetophenone

=

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

Abundance  #52873: Benzene, 1-(1,1-dimethylethyl)-4-ethoxy- S ——
163.0 13.50 14.00

m/z 107.00  24.35%

163.0
= e
13.50 14.00
5000 m/z 121.00 33.65%
91.0
27.
0‘H\%HﬁAMHu‘wa\H\_\H‘H\w\u\_\u‘u\w\u\_

5000

41.0

e

105.0

0‘m\\“uu“m_m‘HH‘HH_‘H‘HH‘HH‘HH‘HH_ i —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.404 2.56 ng/ul 148864  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 72
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 50
3 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1010298-97-4 42
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 3-((2R,5S)-7-(Cyclohexylsulfonyl... 340 C17H28N203S 1000483-82-6 35
Abundance Scan 1924 (14.404 min): BP017512.D\data.ms (-1920) (| m/z 193.15 100.00%
193.2
55.1
5000
3.1
——
I H m | ‘ 1 280.9340.9 414.9 489.0549. A
O bl b b s L SER P00 Y BR0E 202090 m/z 55.10 69.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 1
55, 14.50
m/z 69.05 67.58%
O \\\“\“\“L\“‘ \“\\‘\\\‘1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 1938.0
——
14.50
5000 m/z 41.10 60.90%
il
0 “H“‘L‘Hm“ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121308: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-deca 7
193.0 14.50
41.0 m/z 109.05 58.16%
109.0
5000
0, T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-01 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.375 3.15 ng/ul 182793  Acenaphthene-di10 14.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diallyldivinylsilane 164 C1OH16Si 119901-88-1 47
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 47
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 46
4 4A-Nitrophenyl bicyclo[4.1.0]hept... 261 C14H15NO4 328938-65-4 43
5 2-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-61-3 38
Abundance Scan 2089 (15.375 min): BP017512.D\data.ms (-2085) (- m/z 123.10 100.00%
123.1
5000] 55.
207.1
— ——
| }b' 1 | ‘ | 2810 3550 15.00 15.50
ol bbb by 1L 2810 355.0416.147655362 /7 69.10  50.32%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #39581: Diallyldivinylsilane
123.0
5000 — ——
580 15.00 15.50
‘ ‘ m/z 55.00  44.98%
O \\\‘\‘H‘l\J\l\‘l\h“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
1238.0
208.0
— ——
15.00 15.50
5000 m/z 41.05 43.96%
41.0
0 \AJW%AIJ“\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thig — ——
123.0 15.00 15.50
55.0 -
m/z 109.10  41.90%
5000
H \ H 222.0
0HHH‘I*JM‘\{“‘H!_m‘H‘uW‘H‘HH‘HHWHWH‘HH_ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07

Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
16.304 2.36 ng/ul 158992  Phenanthrene-di10 17.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 81
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
3 Dodecane, 2-methyl-8-propyl- 226 C1l6H34 055045-07-3 74
4 Decane, 2-methyl- 156 C11H24 006975-98-0 74
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72

Abundance Scan 2247 (16.304 min): BP017512.D\data.ms (-2244) (- m/z 57.10 100.00%

57.1
5000
— —
‘H]F 211 278.9 343.0 414.9475.5 539.7 16.00 1650
Ol bl il "u\",wmm 3.9343.0 49475559397 m/z 71.10 %
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 - —
16.00 16.50
m/z 43.00  69.92%
LLLLLEET® a07.0
O‘\\\ ‘\ \\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #90205: Dodecane, 2,6,11-trimethyl-

43.0
— —r
16.00 16.50

5000 m/z 55.10 40.50%
i
197.0
L P

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

Abundance #107243: Dodecane, 2-methyl-8-propyl- — —
57.0 16.00 16.50
m/z 41.10 37.11%
5000
1830
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP092023.MA.M Wed Oct 04 16:50:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.104 20.00 ng/ul 12038200  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-2,6-diphenyl-5,6-dihydr... 251 C17H17NO 122035-87-4 49
2 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 38
3 Methsuximide 203 C12H13NO2 000077-41-8 38
4 Nicotinic acid, 3-phenylpropyl e... 241 C15H15NO2 1000308-37-0 38
5 Methsuximide 203 C12H13NO2 000077-41-8 35
Abundance Scan 3233 (22.104 min): BP017512.D\data.ms (-3228) (- m/z 118.10 100.00%
118.1
251.1
5000 410.2
— -
411 } ‘ 178.1 ‘ 22.00 22.50
bbbty bl L1 38942 | 4751 549, 251,10 64.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137103: 6-Methyl-2,6-diphenyl-5,6-dihydro-4H-1,3-oxaz
118.0
5000| 289 — S
22.00 22.50
251.0 m/z 117.05 40.48%
O ‘\l“\‘\lu‘m\m\‘“\h‘\‘l‘l\HL“\“\\\\’\\\HJ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0
— —
22.00 22.50
5000 m/z 91.05 39.71%
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78714: Methsuximide T —
118.0 22.00 22.50
m/z 410.20  38.91%
5000
203.0
s16] |
B — M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Phosphoric acid, tri(2-isop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.680 50.96 ng/ul 30671600  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, tri(2-isopropyl... 452 C27H3304P 064532-95-2 98
2 3-Methyl-1-(4-morpholinylmethyl)... 288 C16H20N203 003780-72-1 38
3 1,3,5-Trimethyl-2,6-diphenyl-4-p... 367 C23H33NOSi 1000477-05-8 30
4 Bromoacetic acid, 3-phenylpropyl... 256 C11H13Bro02 059956-66-0 27
5 Diglycolic acid, pentyl 3-phenyl... 322 C18H2605 1000382-17-3 27

Abundance Scan 3331 (22.680 min): BP017512.D\data.ms (-3324) (- m/z 118.10 100.00%

118.1
452.3
251.1
5000 335.2

411 178.1 | 22.50 23.00
_m,‘“\H_wm"”wmw J‘M 1893 | 549 Lo 45025 72.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326299: Phosphoric acid, UKleomanphenyDeﬁer
118.0 2.0

o

A

5000 335.0 T —
22.50 23.00
251.0

m/z 251.10  59.67%

41.0 ‘
‘\\\l\hf\l\h\\‘h\\1\\‘]-\3‘?\0‘\\\\‘\\‘\\U‘\\\\‘\\\\3‘9\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #183836: 3-Methyl-1-(4-morpholinylmethyl)-3-phenyl-2,5-
118.0
‘Y—Y—'—Y—Y—Y—Y—'—Yi

22.50 23.00
5000 m/z 91.05 55.09%

56.0
245.0
HN“AH "J‘l‘f’{_m‘_m_Hww_m‘www
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #276208: 1,3,5-Trimethyl-2,6-diphenyl-4-piperidinol, TMS
118.0 2250 2300

m/z 335.20  48.85%

o

o

5000
80.0 248.0

352.0

042ﬁH\JL“1m"‘\\ T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 15 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.827 6.46 ng/ul 3887690  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
2 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 60
3 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 60
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 60
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 60

Abundance Scan 3356 (22.827 min): BP017512.D\data.ms (-3352) (- m/z 145.05 100.00%

145.1
5000
77 251.1 452.2 [ N
. . 22.50 23.00
Lhn| .\1 L 14138381 | | 5349 -
O it b L b b d L S 2959 m/z 160.10  50.11%

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

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0

—

5000 — —
22.50 23.00
m/z 91.080  26.34%

3

770 ||

‘\\\\[\\\f‘\\T\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #36274: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145.0

o

— —
22.50 23.00
5000 m/z 77.00 20.71%

41.0 \
Ay HAJH\ I
BN SRR SRR AR SN SRS ARSARARAS SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36307: Benzene, 1-(1-methylethenyl)-4-(1-methylethyl)- o o
145.0 22.50 23.00

m/z 193.10 20.60%

o

3

5000

=

41.0
0 \Mnhlhh

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-@3 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.863 7.98 ng/ul 4803030  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 20
2 Benzenepropanoic acid, 3,5-bis(1... 292 C18H2803 006386-38-5 14
3 Azetidine, 3-methyl-3-phenyl- 147 C1@H13N 005961-33-1 14
4 .alpha.-Methylstyrene 118 C9H10 000098-83-9 14
5 Fumaric acid, 3-phenylpropyl 2,2... 348 C16H16F404 1000405-65-9 11

Abundance Scan 3362 (22.863 min): BP017512.D\data.ms (-3359) (- m/z 277.10 100.00%

277.1
118.1
410.2
5000

I 178.1 2250 23,00
I

335. 494.3
0“H‘y‘u“‘Mp“Mquu‘L‘H‘H“fhuh‘u‘_‘u“u‘_ m/z 118.10 72.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10196: .alpha.-Methylstyrene
118.0
5000
22.50 23.00

m/z 293.10  72.06%

51. OJ’ l
O‘\\\f{\lf“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189307: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
277.0
"—Y—Y—Y—Y—'—Y—Y—Yﬁ
22.50 23.00
5000 ITI/Z 251.00 66.73%
57.0 147.0
‘ ‘ 219.0 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25771: Azetidine, 3-methyl-3-phenyl- A e
118.0 22.50 23.00

m/z 410.20  53.36%

Ll JM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 50 23 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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-(1-methylethenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.039 88.60 ng/ul 16196300  Perylene-di12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 55
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 49
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 49
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 49

Abundance Scan 3392 (23.039 min): BP017512.D\data.ms (-3387) (- m/z 145.05 100.00%
145.1

5000 o511 4522

-

77. T ‘ T
‘ ‘ } %19-1 23.00
Ll ‘ﬂ bl JM | L] 879.2 ‘\ | 549.. m/z 160.10  82.43%

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

Abundance #36307: Benzene, 1-(1-methylethenyl)-4-(1-methylethyl)-
145.0

o

B

5000 1
23.00
m/z 452.20 39.20%

41.0
m\u L hl“ﬂh
‘\\\\’1fl\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-

145.0 J\

5000 m/z 91.00  38.26%

39.0 ‘
S T ¥
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36309: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- —
145.0 23.00
m/z 251.10 35.51%

o

1

o

5000

N \ J Jl I

.

O‘HuMNM“H‘qJH‘_“W‘H‘_‘H“H‘_‘H‘H“_‘H“ —
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\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 8-Ethoxy-4,5-dihydro-1-[(4-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.292  24.09 ng/ul 4404000 Perylene-di2 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Ethoxy-4,5-dihydro-1-[(4-isopr... 410 C23H26N20S2 326174-54-3 72
2 2-(3-Carbethoxyphenylamino)-4,6-... 395 C25H21N302 1010070-62-1 58
3 Benzenehexacarboxylic acid, hexa... 426 C18H18012 006237-59-8 53
4 N,N'-Bis(salicylidene)-3,3'-bis(... 395 C20H23N3NiO2 1010105-09-8 43
5 Phosphine imide, N-phenyl-P,P,P-... 395 C27H26NP 014796-90-8 42

Abundance Scan 3435 (23.292 min): BP017512.D\data.ms (-3431) (- m/z 395.10 100.00%
395.1

5000

-

77.0

193.1 N ‘ ‘
1 \ \ | 291.1 23.00 23.50
b
ot

5
w}l “HF’ e L 4981 7 410,20 26.72%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307843: 8-Ethoxy-4,5-dihydro-1-[(4-isopropylphenyl)imir
395.0

o

3

5000 R ‘ ‘
23.00 23.50

190.0 m/z 396.15  26.31%

77.0
.UM m\ L \\ s \|F590 3230\1 I \

L | .\ L
T e e T Tt T T T T

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298858: 2-(3-Carbethoxyphenylamino)-4,6-diphenylpyri
395.0

-

o

7 ‘ :
23.00 23.50

5000 m/z 77.00 23.02%
770 1610 554 220
O e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315881: Benzenehexacarboxylic acid, hexamethyl este 7 —
395.0 23.00 23.50
m/z 91.00 19.26%
5000

28.0 104.0162.0220.0 293.0

4

Ot e e e e e — ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.498  34.24 ng/ul 6259270  Perylene-d12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, tri(2-isopropyl... 452 C27H3304P 064532-95-2 91
2 5-Methyl-2,6-diphenyl-5,6-dihydr... 251 C17H17NO 023665-17-0 41
3 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 38
4 Nicotinic acid, 3-phenylpropyl e... 241 C15H15NO2 1000308-37-0 25
5 Isonicotinic acid, 3-phenylpropy... 241 C15H15NO2 1000308-36-4 22

Abundance Scan 3470 (23.498 min): BP017512.D\data.ms (-3466) (- m/z 118.10 100.00%

118.1 '
5000 293.1 452.2
216.1 AR
41.1 \ \ ‘ 23.50
TR Y | mMu,mHL ML ‘ m‘ 5209 hyz 91.e5  74.91%

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

Abundance #326299: Phosphoric acid, UKleomanphenyDeﬁer
118.0 2.0

%

5000 335.0
251.0

23.50
m/z 117.10  53.30%

410} 1780 H 3930 |

g o \n‘l i
‘\\\\[\\\\‘\\\\‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137104: 5-Methyl-2,6-diphenyl-5,6-dihydro-4H-1,3-oxaz

o

%

118.0
23.50
5000 m/z 452.20 46.83%
251.0
29.0 l
O‘WMMW‘H‘H‘qu‘W‘H‘p‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10196: .alpha.-Methylstyrene AL ‘A
118.0 23.50
m/z 293.10 43.78%
5000
510‘H
0§ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 20 unknown-05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.680 173.01 ng/ul 31625300 Perylene-di12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Estra-1,3,5(10)-triene-16.alpha.... 494 C23H24F605 034210-15-6 9

2 Picoxystrobin 367 C18H16F3NO4 117428-22-5 9

3 Cholestan-3-one, 2-(phenylthio)-... 494 C33H500S 063608-48-0 9

4 1,4-Bis-(1,3,7-trimethyl-2,6-dio... 494 C22H22N806 1000286-01-3 9
5 Picoxystrobin 367 C18H16F3NO4 117428-22-5 9

Abundance Scan 3501 (23.680 min): BP017512.D\data.ms (-3493) (- m/z 160.15 100.00%

160.2 494.3
91.0
5000 o511 3361
M

AW
‘ | 4091} ‘ 23.50 24.00
_m”,wm“h b b bl G L T gz 145.05  98.68%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336855: Estra-1,3,5(10)-triene-16.alpha.,17.beta.-diol, 3
494.0

o

5000 T ]
23.50 24.00
69.0 1730 m/z 494.25 89.61%
0 e L \’u‘\‘\m ‘H JI‘M |‘AI\‘\J“J“\ A‘L‘u‘ ‘H‘ " “L “‘ ‘ ‘ - ‘?‘)??‘ ?‘ —r ‘\‘ o RRAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275810: Picoxystrobin
145.0
- —
23.50 24.00
5000 m/z 91.05 66.58%

o

335.0
{ 204.0 ‘
%§H‘v“mmﬁkﬂw*kwﬁ‘w‘%?§w"H\‘”‘M“w“H\‘”‘M
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #337021: Cholestan-3-one, 2-(phenylthio)-, (5.alpha.)- —— :
494.0 23.50 24.00

m/z 118.10  48.66%

5000
57.0 386.0
0 Hluw ! ’ / ‘ ‘ ‘

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 21 unknown-06 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.539  35.65 ng/ul 6515960  Perylene-d12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picoxystrobin 367 C18H16F3NO4 117428-22-5 25
2 Picoxystrobin 367 C18H16F3NO4 117428-22-5 25
3 Riboprine 335 C15H21N504 007724-76-7 22
4 Picoxystrobin 367 C18H16F3NO4 117428-22-5 10
5 Picoxystrobin 367 C18H16F3NO4 117428-22-5 10

Abundance Scan 3647 (24.539 min): BP017512.D\data.ms (-3642) (-

m/z 145.05 100.00%

145.1
5000
431 335.1 ——
H' 2511 ‘ 452.2 53?'3 24.50
o_m,w‘“‘ﬂ"ﬁu M‘wm_mMHmlﬁ_Mwwm_ m/z 160.10  56.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275812: Picoxystrobin
145.0
5000 — ‘
335.0 24.50
m/z 91.00 43.03%
770 204.0
bl L] 2780
O‘\\\\f‘\“\h\!l[l\‘“f‘\‘l\l\“\l‘1\\\‘\\l\\‘l\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275809: Picoxystrobin
145.0
LN \
24.50
5000 ITI/Z 117.05 24 .46%
335.0
770“1 ‘204.0 ‘
YR TR I N S R —
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #242486: Riboprine T ‘
160.0 24.50

335.0 m/z 335.10  19.48%

5000{ 41.0

’M“N%pé Hh\l \\ L,

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 24.50

N
w
N
o

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Benzene, 1-(1-methylethenyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.704  28.36 ng/ul 5184620  Perylene-d12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 55
2 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 55
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 49
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 49

Abundance Scan 3675 (24.704 min): BP017512.D\data.ms (-3671) (- m/z 145.05 100.00%

145.1
5000
494.3
43.1 2510 3351

=
24.50 25.00
,‘“M'\“LJJH\H\4212\ m/z 160.10  80.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36309: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0

5000 — A
24.50 25.00

m/z 91.00 58.87%

41.0
\‘“‘!fl‘“’h”\{“d“n‘\‘\“‘\‘“‘\“"\““\““\““\““\““\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36307: Benzene, 1-(1-methylethenyl)-4-(1-methylethyl)-
145.0

T
24.50 25.00
5000 m/z 118.10 39.91%

41.0
_“MuWulMhm“H"H“_“‘_“w“u“u“‘u“u“_
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36303: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl- —— ——
145.0 24.50 25.00

m/z 117.10  31.58%

B M\//\A/\JL
e \Mu

o“H‘,H“_“‘J“w“H“H“‘H“H“_“‘_“w“u“ — —
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07

Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: 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 3a-Methoxy-9b-lanost-7-en-2... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.880 215.28 ng/ul 39351800  Perylene-di12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phosphoric acid, bis[(1,1-dimeth... 438 C26H3104P 065652-41-7 98
2 3a-Methoxy-9b-lanost-7-en-26,23-... 470 C31H5003 123073-95-0 72
3 1,5-Bis[4-fluorophenyl]-2,5-dihy... 438 C27H20F2N4 004447-85-2 56
4 Phenol, 2,3,5,6-tetrabromo-4-ethyl- 434 C8H6Br40 105590-24-7 50
5 2-(4-Phenylpiperazino)-3-(4-toli... 423 C27H25N302 1000110-91-2 45

Abundance Scan 3705 (24.880 min): BP017512.D\data.ms (-3693) (- m/z 423.20 100.00%
423.2
5000
204.1 24 50 25 00
57.1 115.1 291.1
0 "‘_‘H_MH_wul“mw"W‘3’?9&2“”““””_5‘37‘?"‘3‘ m/z 424.20  28.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321220: Phosphoric acid, bis[(1,1-dimethylethyl)phenyl]
423.0
5000
2450 2500
m/z 438.20 14.64%
57.0 1150 204.0
O \11‘[‘\ \‘fT‘“”\"\ \l\ ‘HU‘\‘{‘“\ T \‘\%?}‘\0\113‘6\5\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #331917: 3a-Methoxy-9b-lanost-7-en-26,23-olide
423.0
2450 2500
5000 m/z 204.10  9.72%
440 4350 316.0
0~ “LW“M““MUL.,,“\L\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321241: 1,5-Bis[4-fluorophenyl]-2,5-dihydro-2,2-dimeth
423.0 2450 2500
m/z 367.10 6.87%
5000
95.0 219.0
s | S0
Y BT TOR VA .. | I SN N S =~ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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-07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.515  47.73 ng/ul 8724216 Perylene-di2 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylethyl)-, ... 494 C30H3904P 000678-33-1 35
2 Zeylasteral 494 (C30H3806 087064-16-2 28

3 Beryllium, hexakis[.mu.-(3-buten... 562 C24H30Be4013 ©56377-88-9 9
4 Dihydromorphine, 0,0'-bis(triflu... 479 C21H19F6NO5 1000448-10-6 5
5 Silane, diethyl(dodec-9-ynyloxy)... 508 C32H6402Si 1000363-58-8 4

Abundance Scan 3813 (25.515 min): BP017512.D\data.ms (-3807) (- m/z 479.25 100.00%
479.3

5000

—

57.1 232.1

T
367.1 25.50
171 291.1 | 549.1

\M“Mwm"*‘l‘ RRRRAGY m/z 480.20 32.57%

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

Abundance #336974: Phenol, 4-(1,1-dimethylethyl)-, phosphate (3:1)
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o

——

5000 s :
25.50
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O\‘\\\“\\l\\l‘l\“\\J\’\\\‘\“\\\\‘\2\\9\]-‘.\0\\\‘\\\\‘l\\\\‘\\\l‘\\\\‘\\
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—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Tinuvin 384-2 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.839  32.95 ng/ul 6022700  Perylene-d12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tinuvin 384-2 451 C27H37N303 084268-22-4 50
2 Diethyl bis(4-pivaloylbenzyl)mal... 508 C31H4006 053780-45-3 40
3 Pyrido[4,3-c]cholestene, 2'-meth... 451 C31H49NO 1000210-91-7 40
4 Pregn-5-en-18-o0ic acid, 3-[(5,5-... 451 C29H41NO3 055401-43-9 38
5 Licochalcone C, 2TMS (isomer 2) 482 C27H3804Si2 1000495-08-5 33

Abundance Scan 3868 (25.839 min): BP017512.D\data.ms (-3863) (- m/z 451.20 100.00%
451.2

o

5000
218.1
: :
} 10T1 ‘ 3311 ‘ ‘ 25.50 26.00
o“ui‘JkWMw‘qu\‘wa‘m“mf_?9ﬁﬁu‘“H“§4%' m/z 452.20  29.55%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #325917: Tinuvin 384-2
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5000 = A
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.786  48.92 ng/ul 8943686 perylene-di2 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 zeylasteral 404 C30H3806 087064-16-2 37
2 Phenol, 4-(1,1-dimethylethyl)-, ... 494 C3@H3904P 000078-33-1 10

3 5,7-Dimethoxyapigeninidin, O-hep... 480 C21H15F705 1000453-04-1 4
4 Silane, methylvinyl(pentafluorob... 494 C25H39F502Si  1010420-62-1 2
5 Dihydromorphine, 0,0'-bis(triflu... 479 C21H19F6NO5 1000448-10-6 1

Abundance Scan 4028 (26.780 min): BP017512.D\data.ms (-4021) (- m/z 479.20 100.00%

479.2
5000
91.0
232.1 | AN
367.1 26.50 27.00
0 | ‘ L L 1690 ‘ 2911 | I } 549. m/z 480.20 31.809
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : 03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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-09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.486 371.50 ng/ul 67908600  Perylene-d12 24.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Zeylasteral 494 (C30H3806 087064-16-2 33
2 Phenol, 4-(1,1-dimethylethyl)-, ... 494 C30H3904P 000078-33-1 30
3 5,7-Dimethoxyapigeninidin, O-hep... 480 C21H15F705 1000453-04-1 9
4 Beryllium, hexakis[.mu.-(3-buten... 562 C24H30Be4013 ©56377-88-9 9
5 Silane, diethyl(dodec-9-ynyloxy)... 508 C32H6402Si 1000363-58-8 2

Abundance Scan 4318 (28.486 min): BP017512.D\data.ms (-4296) (- m/z 479.25 100.00%

479.3 '
5000
232.2 pan
5711151, 367.1 28.50
o_Hu,Lmm_“‘ml_‘“‘_2‘9‘1_1”‘_mww 13373 n/z 480.25 32.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336971: Zeylasteral
479.0
5000 204.0
——
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m/z 232.15  14.13%
0 H\H\‘ HH‘H 3510410Q\\
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336974: Phenol, 4-(1,1-dimethylethyl)-, phosphate (3:1)
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100223\
Data File : BP@17512.D

Acqg On : @03 Oct 2023 12:07
Operator : MA/JU

Sample : 04417-30

Misc :

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Tetrahydropyran... 3.834 3.3 ng/ul 117238 1 7.934 720771 20.0
Butane, 2,3-dim... 3.911 2.8 ng/ul 100288 1 7.934 720771 20.0
Phenol, 2,5-dim... 10.216 2.1 ng/ul 100384 2 10.775 941929 20.0
Phenol, 2-(1-me... 10.681 4.0 ng/ul 189683 2 10.775 941929 20.0
p-Cumenol 11.122 2.7 ng/ul 126445 2 10.775 941929 20.0
Phenol, p-tert-... 12.116 31.7 ng/ul 1493790 2 10.775 941929 20.0
Phenol, 2,4-bis... 13.434 3.3 ng/ul 193936 3 14.634 1162310 20.0
Propofol 13.810 2.4 ng/ul 138715 3 14.634 1162310 20.0
Phenol, 3,5-bis... 13.851 4.1 ng/ul 239478 3 14.634 1162310 20.0
Decahydro-1,1,4... 14.404 2.6 ng/ul 148864 3 14.634 1162310 20.0
unknown-01 15.375 3.1 ng/ul 182793 3 14.634 1162310 20.0
(DEL) Alkane: S... 16.304 2.4 ng/ul 158992 4 17.422 1347940 20.0
unknown-02 22.104 20.0 ng/ul 12038200 5 21.569 12038200 20.0
Phosphoric acid... 22.680 51.0 ng/ul 30671600 5 21.569 12038200 20.0
1H-Indene, 2,3-... 22.827 6.5 ng/ul 3887690 5 21.569 12038200 20.0
unknown-03 22.863 8.0 ng/ul 4803030 5 21.569 12038200 20.0
Benzene, 1-(1-m... 23.039 88.6 ng/ul 16196300 6 24.168 3655870 20.0
8-Ethoxy-4,5-di... 23.292 24.1 ng/ul 4404000 6 24.168 3655870 20.0
unknown-04 23.498 34.2 ng/ul 6259270 6 24.168 3655870 20.0
unknown-05 23.680 173.0 ng/ul 31625300 6 24.168 3655870 20.0
unknown-06 24.539 35.6 ng/ul 6515960 6 24.168 3655870 20.0
Benzene, 1-(1-m... 24.704 28.4 ng/ul 5184620 6 24.168 3655870 20.0
3a-Methoxy-9b-1... 24.880 215.3 ng/ul 39351800 6 24.168 3655870 20.0
unknown-07 25.515 47.7 ng/ul 8724210 6 24.168 3655870 20.0
Tinuvin 384-2 25.839 33.0 ng/ul 6022700 6 24.168 3655870 20.0
unknown-08 26.780 48.9 ng/ul 8943080 6 24.168 3655870 20.0
unknown-09 28.486 371.5 ng/ul 67908600 6 24.168 3655870 20.0
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