LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc :

ALS Vvial : 67 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-BP122723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19188.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 22 25 37 rVB 47937 70042 1.28% 0.224%
2 3.658 93 97 110 rBV 164710 271459 4.97% 0.867%
3 4.422 223 227 232 rVB2 45061 60319 1.10% 0.193%
4 4,799 287 291 297 rVB2 23279 33829 0.62% 0.108%
5 6.975 656 661 674 rVB 172691 277268 5.08% 0.885%
6 7.140 682 689 699 rBV 631100 971804 17.80%  3.103%
7 7.328 714 721 732 rBV 601241 954023 17.47%  3.046%
8 7.799 795 801 810 rVB 72918 116326 2.13% 0.371%
9 8.516 913 923 934 rBV 458287 744178 13.63% 2.376%
10 8.963 992 999 1009 rBvV 673791 1086891 19.91% 3.471%
11  9.363 1064 1067 1075 rVB1eO 4090 8622 0.16% ©0.028%
12 9.681 1113 1121 1132 rBV 483699 800328 14.66% 2.556%
13 10.222 1206 1213 1228 rBV 747173 1294737 23.71% 4.134%
14 10.593 1269 1276 1283 rBV 88116 152811 2.80% 0.488%
15 10.740 1294 1301 1318 rBV 625764 1129866 20.69% 3.608%
16 12.198 1540 1549 1558 rBV3 11941 27427 0.50% 0.088%
17 13.340 1737 1743 1749 rBV5 11134 19238 ©0.35% 0.061%
18 13.863 1825 1832 1843 rBV 1402045 1971099 36.10% 6.294%
19 14.134 1871 1878 1892 rBV 1643710 2329904 42.67% 7.440%
20 14.340 1911 1913 1920 rBV8 4177 5812 0.11% 0.019%
21 14.445 1925 1931 1938 rVB 120159 181817 3.33% 0.581%
22 14.569 1948 1952 1957 rVB8 3211 6524 0.12% 0.021%
23 14.669 1960 1969 1985 rBV 73529 188968 3.46% 0.603%
24 14.887 2004 2006 2012 rVB5 4849 5925 0.11% 0.019%
25 15.440 2092 2100 2114 rBV 2194772 3190987 58.44% 10.190%
26 15.563 2115 2121 2136 rVV 605813 836838 15.33% 2.672%
27 15.681 2137 2141 2147 rVB5 11397 19876 ©0.36% 0.063%
28 15.810 2158 2163 2169 rBV3 12436 17832 ©0.33% 0.057%
29 16.228 2229 2234 2239 rVB7 7500 10057 0.18% 0.032%
30 16.963 2356 2359 2364 rBV7 3238 5665 ©.10% 0.018%
31 17.016 2364 2368 2376 rVW4 10714 20624 0.38% 0.066%

32 17.198 2393 2399 2406 rBV 157403 225939 4.14% 0.721%
33 17.298 2409 2416 2430 rVV 2610215 3624632 66.38% 11.574%

34 17.875 2511 2514 2518 rBV6 4337 6626 0.12% 0.021%
35 18.092 2547 2551 2558 rBV 55417 74488 1.36% 0.238%
36 18.422 2603 2607 2613 rBv4 11180 20499 ©0.38% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS Vvial : 67 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-BP122723.MA.M
Title : SVOA CALIBRATION

37 19.122 2721 2726 2730 rBV3 34259 49231 0.90% 0.157%
38 19.192 2733 2738 2742 rBV 36700 55741 1.02% 0.178%
39 19.333 2758 2762 2766 rBV3 27101 40911 0.75% 0.131%

40 19.545 2792 2798 2809 rBV 3534111 4666081 85.46% 14.900%
41 21.304 3093 3097 3103 rBV 196886 280228 5.13% ©.895%
42 23.516 3466 3473 3488 rVB2 2762079 5460212 100.00% 17.436%

Sum of corrected areas: 31315684
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 30 Dec 2023 04:21
: MA/JU
. 06020-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP019188.D

: 67 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019188.D\data.ms

8.963 10.222

7.143B28 10.740

8.516 9.681
38.234 3'6ﬁ58 4.422 4.799 6'?\7 7.799 }\ 9.363 K 10.5

Time-->

0

AN
L B B L B O L B I I B B O I BB

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019188.D\data.ms
19.545

17.298

15.440

14.134
13.863

15.563

0
Time-->

17.198 L,,,~/_k-J
12.198 13.340 . zﬂ, 6 s87 |1516831016.228 16796 17.88509%8.422 199129333
I

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019188.D\data.ms
23.516

21.304 A

Time-->

21.00 21.50 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\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 1,4-Dioxane, 2,5-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.422 10.37 ng/ul 60319 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane, 2,5-dimethyl- 116 C6H1202 015176-21-3 91
2 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 35
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 35
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 25
5 1-Propanol, 3-methoxy-2-methyl- 104 C5H1202 051866-93-4 23
Abundance Scan 227 (4.422 min): BP019188.D\data.ms (-223) (-) m/z 42.00 100.00%
42.0
5000
116.0
RERRNREEENEEEENRERTEE
\ ‘ 209.0 281.9 4.00 4.20 4.40 4.60 4.80
ol bl L. 2090 281.9340.8 4288 8315 /. 44.95 83.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9234: 1,4-Dioxane, 2,5-dimethyl-
42.0
116.0
5000 T T e T
4.00 4.20 4.40 4.60 4.80
m/z 115.95 36.70%
0‘\‘\“‘ ‘”\J\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2327: Formic acid, 1-methylethyl ester J\y
45.0
REman R e e
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.00 33.19%
ohh,,

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

Abundance #2325: Formic acid, 1-methylethyl ester  ARREAREE LR R

45.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00 31.94%

- W\mj\hwﬂ]b
o_uhw\\‘H,mww‘w,‘HwH_m‘mwwwu_ R AASARRan

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 | | 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 2 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.799 5.82 ng/ul 33829 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane, 2,5-dimethyl- 116 C6H1202 015176-21-3 50
2 2,4-Dimethyl-oxetane 86 C5H100 1000386-41-1 47
3 Formic acid, propyl ester 88 C4H802 000110-74-7 25
4 Oxirane, ethyl- 72 C4H80 000106-88-7 23
5 Methoxymethyl isothiocyanate 103 C3H5NOS 019900-84-6 18
Abundance Scan 291 (4.799 min): BP019188.D\data.ms (-287) (-) m/z 42.00 100.00%
42.0
5000
116.0
R T
‘ \ 2089 294.9354.9 4.40 4.60 4.80 5.00 5.20
ob ol Lut) 2089 29493549 4300 8328 ./, 4508 69.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9234: 1,4-Dioxane, 2,5-dimethyl-
42.0
116.0
5000 T T P T
4.40 4.60 4.80 5.00 5.20
m/z 42.95 35.08%
0‘\‘\“‘ ‘\‘\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1981: 2,4-Dimethyl-oxetane
42.0
R AR RAaE
4.40 4.60 4.80 5.00 5.20
5000 m/z 116.00  27.96%
0_uhu_“mwH_m‘w_HwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2311: Formic acid, propyl ester e A
31.0 4.40 4.60 4.80 5.00 5.20
m/z 40.95 27.21%
5000
o‘H“HMH“W_MW_MW_WW_WH_ fhciaaiatl St
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.198 3.59 ng/ul 27427 Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenylene 152 C12H8 000259-79-0 38
2 6-Fluoro-1H-Indol-4-amine 150 C8H7FN2 885518-25-2 38
3 1-Alanine, N-(2-chloroethoxycarb... 335 C16H30C1NO4 1000327-92-8 35
4 2-Hydroxy-4-methoxynicotinonitrile 150 C7H6N202 021642-98-8 35
5 Benzenebutanoic acid, 3-nitro-.g... 223 C10H9NO5 006328-00-3 35

Abundance Scan 1549 (12.198 min): BP019188.D\data.ms (-1540) (- m/z 152.00 100.00%

152.0
5000
— T

76.0 12.00 12.50

0 355.0
e | 2009 2810 3850 4312 5267 156 00 74.86%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29520: Biphenylene
152.0

5000 —— A
12.00 12.50

m/z 121.95 31.18%

76.0
"W‘J”\‘m‘W“W“”\‘”‘\”“W“W“”\‘”‘\”“W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28240: 6-Fluoro-1H-Indol-4-amine /\Mwwhw
150.0
.

o

o

1200 1250
5000 m/z 151.00  12.71%
75.0
0 ‘H“JHM‘H‘ T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #242562: I-Alanine, N-(2-chloroethoxycarbonyl)-, decyl es
150.0 1200 1250

m/z 75.95 12.34%

5000
44.0
0l Ly o L

P e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 Metacetamol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.340 2.12 ng/ul 19238 Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8HINO2 000621-42-1 64
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
4 Metacetamol 151 C8HINO2 000621-42-1 59
5 Phosphoric acid, 2-chloroethenyl... 186 C4H8C104P 017027-41-7 59

Abundance Scan 1743 (13.340 min): BP019188.D\data.ms (-1737) (- m/z 43.00 100.00%

43.0
109.0
5000
207.0 [ 12 En
13.00 13.50
o“memmwﬁﬂw»ulju‘q%?ﬁfuéﬁﬁiﬁﬂfﬁ“uﬁ?ﬁ9w‘ m/z 109.00  69.31%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28721: Metacetamol
108.0
5000 - pepelt
13.00 13.50
43.0 m/z 151.00 57.10%
0‘\\‘1;"‘\“‘\‘\\\‘ \\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

e ‘ ‘
13.00 13.50
5000 m/z 40.95 27.58%

" 169.0

"‘\\‘\‘"JJ\‘L\J‘L‘MM\‘\‘H"\‘LH‘H"‘HH‘HH‘HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol P ; ;
109.0 13.00 13.50

m/z 68.95 21.37%

o

i

43.0

5000

169.0
0 | hn\““ H‘\‘ \” b \ ‘

T ‘
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\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 unknown-@3 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.681 2.19 ng/ul 19876  Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Aminohexanoic acid, N-benzylox... 502 C29H30N206 086060-82-4 30
2 Pyrido[3,4-d]pyridazine-1,5-dion... 206 C9H10N402 1000277-59-3 25
3 1,10b(2H)-Dihydropyrano[3,4,5-jk... 208 C15H120 1010217-20-8 20
4 1-(4-Chlorophenyl)imidazole 178 C9H7CIN2 051581-54-5 18
5 Titanium, bis(.eta.5-2,4-cyclope... 348 C18H28Si2Ti 121913-39-1 15
Abundance Scan 2141 (15.681 min): BP019188.D\data.ms (-2137) (- ' m/z 180.05 100.00%
180.1
5000
88.0
rary g
248.9 15.50 16.00
0 bl laud L \ Lk g 2987 415947515388 /7 178,05 74.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338379: 6-Aminohexanoic acid, N-benzyloxycarbonyl-2-
178.0
5000, 440 L OVA WO
15.50 16.00
108.0 m/z 173.95  44.99%
238.
0 TT \‘”‘\ WII‘UM\‘“‘!‘ l[‘\ \\\ l\ J{ \A‘ \”\ \‘\ ‘ TTTT ‘3\2\\8\-(‘)\ L ‘ TTTT ‘ T \?\0‘2\-9\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83247: Pyrido[3,4-d]pyridazine-1,5-dione, 2,3,4,6-tetrah
178.0
——
1550 16.00
5000 42 0 m/z 160.05  38.46%
109.0
0 mi‘“u"m“ww' L \‘ A P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #85349: 1,10b(2H)-Dihydropyrano[3,4,5-jk]fluorene
178.0 1550 1600
m/z 88.00 26.56%
5000
76.0
0 H"HL(_“%um“k"_“W“H“H“H“_‘H“H“‘ o —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP122723.MA.M Mon Jan 01 01:44:28 2024 Page: 8



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 30

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP019188.D

Dec 2023 ©04:21

: MA/JU
. 06020-05

. 67

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 6 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.092 6.59 ng/ul 74488  Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94

Abundance Scan 2551 (18.092 min): BP019188.D\data.ms (-2547) (-
73.0

m/z 73.00 100.00%

5000

%

F 213.1
{ 18.00

81.0
- M*“\J?‘356'9415'0475'0535'1 m/z 60.00 82.94%

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

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
m’ 2130 m/z 57.00 71.26%
0 ‘ TT \‘\‘[ T ‘ !l\“} \l ‘\ \\f\\“\ \‘\\ “\ TT \‘\ TT \‘ TTT \‘ TTTT ‘ TTTT ‘ TTTT ‘\

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

N

Abundance #143511: n-Hexadecanoic acid
73.0
\ \
256.0 18.00
5000 m/z 43.05 67.79%
“ 157.0
0t J”“HH,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T
1
43.0 256.0 18.00
m/z 55.00 65.37%
5000
129.0
o Ml e | -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

SFAM-EPA-BP122723.MA.M Mon Jan 01 01:44:28 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.122 4.36 ng/ul 49231  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazole, 4-bromo-2-trifluorome... 214 C4H2BrF3N2 219534-98-2 35
2 : 4-((2-Methylphenyl)diazenyl)-1... 216 C1@H12N6 @57770-59-9 25
3 6-Fluoro-1-phenylbenzoimidazole 212 C13H9FN2 1187385-88-1 22
4 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 18
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 14
Abundance Scan 2726 (19.122 min): BP019188.D\data.ms (-2721) (- | m/z 212.05 100.00%
212.1
5000
106.1
—— —
19.00 19.50
282.
o219 2829 3572 4288 5031 ./, 214.10  93.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92436: Imidazole, 4-bromo-2-trifluoromethyl-
214.0
5000 — JK‘ —
19.00 19.50
115.0 m/z 216.15  85.40%
0‘\\\\[\d\}‘\\"l‘J\"%\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93609: : 4-((2-Methylphenyl)diazenyl)-1H-pyrazole-3,5-¢
216.0
— -
420 1250 19.00 19.50
5000 m/z 215.05 37.75%
o}
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89921: 6-Fluoro-1-phenylbenzoimidazole e it
212.0 19.00 19.50
m/z 213.10 36.70%
5000
51.0
O‘H‘WJLWN%H‘WﬂL"H‘H“_‘H‘H“_‘H‘H‘w“u“ — —
miz--> 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\BP122823\
Data File : BP@19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 [1,1'-Biphenyl]-4,4'-diamin... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.192 4.93 ng/ul 55741  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 68
2 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 64
3 Harmine 212 C13H12N20 000442-51-3 64
4 [1,1'-Biphenyl]-4,4'-diamine, 3,... 212 C14H16N2 000119-93-7 64
5 Harmine 212 C13H12N20 000442-51-3 64
Abundance Scan 2738 (19.192 min): BP019188.D\data.ms (-2733) (- | m/z 212.05 100.00%
2121
5000 jk
—— —
410 106.1 281.0 ] 19.00 19.50
OO d ol TIT 36914310 5383 . spg.05  18.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #90066: [1,1'-Biphenyl]-4,4'-diamine, 3,3'-dimethyl-
212.0
5000 T e
19.00 19.50
m/z 213.05 17.08%
106.0
28.0 | N
0 \‘\\[\\‘H“\‘\H"\'M'\“‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #90064: [1,1'-Biphenyl]-4,4'-diamine, 3,3'-dimethyl-
212.0
—— —
19.00 19.50
5000 m/z 106.10  11.86%
106.0
0299‘mewMWMWMH‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89689: Harmine — —
212.0 19.00 19.50
m/z 211.10 11.68%
5000
mlz--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19188.D

Acqg On : 30 Dec 2023 04:21

Operator : MA/JU

Sample : 06020-05

Misc

ALS vial : 67

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 9 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.333 2.92 ng/ul 40911 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 60

3 Heneicosanoic acid 326 C21H4202 002363-71-5 60
4 Docosanoic acid 340 C22H4402 000112-85-6 58
5 Docosanoic acid 340 C22H4402 000112-85-6 58
Abundance Scan 2762 (19.333 min): BP019188.D\data.ms (-2758) (- m/z 73.00 100.00%
73.0
5000 M
241.2
— —
19.00 19.50
0 "\ “Llhn ‘ "M‘lwww b 340 415147465361 59.95  65.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179092: Octadecanoic acid
43.0
5000 Pt =
129.0 284.0 19.00 19.50
‘ m/z 43.00 65.11%
0 \‘\ l‘ WIMJ“JJIIHI}ﬁHlW1\1P9.0\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
— ——
19.00 19.50
5000 m/z 54.95 65.11%
} ‘ 185 0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid — 7
43.0 326.0 19.00 19.50
m/z 57.00 58.03%
129.0
5000
227.0
D1 g 0741
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19188.D

Acqg On : 30 Dec 2023 04:21
Operator : MA/JU

Sample : 06020-05

Misc

ALS Vvial : 67 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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|
1,4-Dioxane, 2,... 4.422 10.4 ng/ul 60319 1 7.799 116326 20.0
unknown-01 4.799 5.8 ng/ul 33829 1 7.799 116326 20.0
unknown-02 12.198 3.6 ng/ul 27427 2 10.593 152811 20.0
Metacetamol 13.340 2.1 ng/ul 19238 3 14.445 181817 20.0
unknown-03 15.681 2.2 ng/ul 19876 3 14.445 181817 20.0
n-Hexadecanoic ... 18.092 6.6 ng/ul 74488 4 17.198 225939 20.0
unknown-04 19.122 4.4 ng/ul 49231 4 17.198 225939 20.0
[1,1'-Biphenyl]... 19.192 4.9 ng/ul 55741 4 17.198 225939 20.0
Octadecanoic acid 19.333 2.9 ng/ul 40911 5 21.304 280228 20.0
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