LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\

Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23

Operator : MA/JU

Sample : 03080-10

Misc :

ALS Vvial : 29 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-BP060723.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@15598.D\data.ms

peak R.T. first

# min
1 3.405
2 3.711
3 3.846
4 3.952
5 4.076
6 4.176
7 4.523
8 5.146
9 6.293
10 6.740
11 7.046
12 7.240
13 7.405
14 7.505
15 7.611
16 8.081
17 8.352
18 8.799
19 8.922
20 9.258
21 9.416
22 9.640
23 9.987
24 10.216
25 10.534
26 10.910
27 11.058
28 11.710
29 12.140
30 12.252
31 12.305
32 12.422
33 12.493
34 12.563
35 12.781
36 13.328

SFAM-EPA-BPO6

scan

165
222
326
523
598

651
683
711
730
742

821
873
947
970
1024
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1148
1189
1241
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1516
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1546
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1577
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1627
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0723

168
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1313
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1541
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1594
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1724

.MA.M

last
scan

95
127
137
155

175
233
339
537
608

660
702
730
742
761

841
883
969
983
1044

1065
1103
1169
1196
1268

1319
1354
1451
1528
1546

1555
1577
1588
1599
1636

1733

PK  peak
TY height
rvB 19603
rBv 12243
rBv 229296
rvB 30833
rvB2 14937
rvB2 9008
rBv 89542
rBv 48347
rBv2 9726
rvB2 14105
rBveé 9047
rBv 482125
rvB 359139
rvB7 8558
rBv 506512
rBv 471128
rBv9 5117
rBv 555864
rvB 23762
rBV 455036
rvB1e 6359
rBveé 6867
rBv 416205
rBve6 6249
rBv 564605
rvwW 675386
rBv2 211595
rBv5 7950
rvB7 6416
rBv7 13011
rvB6 7897
rBv 84622
rvv2 12659
rvvs 7365
rBv5 6186
rvB8 8061

corr.
area

28588
398805
46278
18773

14363
134681
77833
20960
21384

12888
822247
567999

15282
822562

764610
10093
969660
42184
809236

11576

12238
727095
10716
1108985

1155702
489707
11903
11182
25765

11550
154884
25359
12196
10663

13498
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc :

ALS Vvial : 29 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 13.534 1755 1759 1761 rVvVv4 9271 11966 0.22% 0.016%
38 13.604 1765 1771 1778 rVV4 30875 55699 1.04% 0.077%
39 13.710 1785 1789 1795 rVB 20885 32279 0.61% 0.044%
40 13.893 1816 1820 1823 rBV6 8069 12255 0.23% 0.017%
41 14.046 1841 1846 1851 rBV6 18965 33218 0.62% 0.046%
42 14.128 1851 1860 1867 rBV 1175104 1695120 31.80% 2.330%
43 14.187 1867 1870 1875 rVV5 15786 24241 0.45% 0.033%
44 14.240 1875 1879 1885 rVB8 6813 10546 0.20% 0.014%
45 14.422 1903 1910 1925 rVB 1338023 1983163 37.20% 2.726%
46 14.599 1936 1940 1945 rVB2 17080 20222 0.38% 0.028%
47 14.681 1949 1954 1955 rBV5 7631 10379 0.19% 0.014%
48 14.728 1955 1962 1968 rVV 1122222 1645900 30.87% 2.262%
49 14.787 1969 1972 1978 rVB5 15651 26401 0.50% 0.036%
50 14.946 1992 1999 2020 rBV 262655 721552 13.54% 0.992%
51 15.122 2026 2029 2033 rVB5 20528 28024 ©0.53% 0.039%
52 15.504 2092 2094 2097 rBv4 8290 10199 0.19% 0.014%
53 15.716 2124 2130 2137 rBV 1654386 2448598 45.93%  3.365%
54 15.845 2147 2152 2161 rBV 499555 753786 14.14% 1.036%
55 16.081 2187 2192 2199 rBV 500352 719862 13.50% ©.989%
56 16.416 2246 2249 2250 rBV3 33995 38878 0.73% 0.053%
57 16.645 2284 2288 2298 rVB 140187 254350 4.77%  0.350%
58 16.857 2322 2324 2332 rVB5 41140 52235 0.98% 0.072%
59 17.210 2381 2384 2389 rVB3 25892 33481 0.63% 0.046%
60 17.357 2404 2409 2416 rBV2 107550 160020 3.00% 0.220%
61 17.422 2416 2420 2425 rVV2 85196 113950 2.14% 0.157%
62 17.481 2425 2430 2435 rVV 1421830 2022702 37.94% 2.780%
63 17.522 2435 2437 2442 rW 168643 244694 4.59% 0.336%
64 17.581 2442 2447 2460 rVB2 1770199 2563202 48.08%  3.523%
65 17.898 2497 2501 2506 rVB3 23799 40247 0.75% ©.055%
66 17.951 2506 2510 2514 rBV3 25996 33707 0.63% 0.046%
67 18.087 2530 2533 2536 rVB5 27779 30097 0.56% 0.041%
68 18.122 2536 2539 2544 rVB2 36214 43898 0.82% 0.060%
69 18.228 2553 2557 2562 rBV2 95117 137335 2.58% 0.189%
70 18.287 2562 2567 2572 rBV 877370 1093971 20.52% 1.504%
71 18.345 2572 2577 2595 rVB 2741002 3782305 70.95% 5.198%
72 18.622 2619 2624 2631 rBV4 87244 201972 3.79% 0.278%
73 18.869 2663 2666 2671 rVB4 60904 93219 1.75% ©.128%
74 18.981 2682 2685 2691 rBV7 42518 84174 1.58% 0.116%
75 19.222 2722 2726 2730 rBV2 97261 125025 2.35% 0.172%
76 19.322 2740 2743 2747 rBV2 49482 70582 1.32% 0.097%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc :

ALS Vvial : 29 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-BP060723.MA.M
Title : SVOA CALIBRATION
77 19.428 2757 2761 2763 rBV 198278 253281 4.75% 0.348%
78 19.475 2763 2769 2777 rVV 938602 1704049 31.97% @ 2.342%
79 19.563 2780 2784 2799 rVB 725627 1055889 19.81% 1.451%
80 19.804 2819 2825 2829 rBV 2538229 3621346 67.93% 4.977%
81 20.298 2903 2909 2915 rBv4 155012 306913 5.76% 0.422%
82 20.610 2958 2962 2967 rBv4 181899 280257 5.26% 0.385%
83 20.781 2988 2991 2994 rBV 94274 109633 2.06% 0.151%
84 21.045 3033 3036 3039 rBV 115139 133620 2.51% ©0.184%
85 21.239 3065 3069 3075 rBV 762132 1118957 20.99% 1.538%
86 21.439 3101 3103 3108 rVB2 139185 163728 3.07% 0.225%
87 21.563 3117 3124 3128 rBV2 1822934 3100030 58.15% 4.261%
88 21.604 3128 3131 3137 rVB 393438 507536 9.52% 0.698%
89 22.163 3223 3226 3230 rVV 389621 475818 8.93% 0.654%
90 22.204 3230 3233 3242 rVB5 240754 478813 8.98% 0.658%
91 23.280 3411 3416 3420 rBV 626037 1025506 19.24% 1.409%
92 23.351 3420 3428 3438 rVB2 545735 2033187 38.14% 2.794%
93 23.945 3522 3529 3534 rBV2 1459659 2828835 53.06%  3.888%
94 24.110 3551 3557 3563 rVB 939523 1826268 34.26% 2.510%
95 24.327 3589 3594 3603 rVB 971749 1957899 36.73% 2.691%
96 24.733 3656 3663 3674 rVB 1072034 2462261 46.19%  3.384%
97 24.851 3676 3683 3699 rVV2 1612764 5330924 100.00% 7.327%
98 26.186 3903 3910 3922 rVB 1002149 2743244 51.46% 3.770%
99 26.716 3991 4000 4023 rVB2 921597 4320932 81.05% 5.939%
100 27.786 4174 4182 4205 rVB6 884990 4039668 75.78% 5.552%

Sum of corrected areas: 72759918
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015598.D\data.ms

2500000
2000000
1500000

1000000

10.910
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7.611 8.799
500000 7240071 8.081 9.258 9987
3.846 1.058
3408713986622 5.146 6.293 6.7407.046| 75 8352 B£.922 Joameso 10216 |\ | 11.71C
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Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015598.D\data.ms

18.845 19.804
2500000

2000000 17 581
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1500000 14.422 17.481
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20.298
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Abundance TIC: BP015598.D\data.ms
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SFAM-EPA-BP@60723.MA.M Mon Jun 19 01:29:57 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 3-Penten-2-one, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.523 3.52 ng/ul 134681 1,4-Dichlorobenzene-d4 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 93
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86

Abundance Scan 227 (4.523 min): BP015598.D\data.ms (-222) (-) m/z 83.00 100.00%

83.0
5000

R ERARNEEREE SRR
4.20 4.40 4.60 4.80

‘ 146.8207.0267.1  368.9429.1  533.6 5
_‘Jﬂmaq“H‘H‘w‘H“H‘W‘H‘_“W‘H‘_“W‘H‘_ m/z 55.00  86.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0

5000 R
4.20 4.40 4.60 4.80

m/z 43.00 36.15%

"\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one

55.0

4.20 4.40 4.60 4.80

o

o

5000 m/z 98.00 32.08%
0‘WA‘vH‘“H"_“w“‘w“H“H“‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3566: 3-Hexen-2-one R e RN
83.0 4.20 4.40 4.60 4.80

m/z 39.00  29.04%

1?#L, JMNMWMWWMAMwww»WNWM

R e o AR an bt A
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.146 2.04 ng/ul 77833  1,4-Dichlorobenzene-d4 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
Abundance Scan 333 (5.146 min): BP015598.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
- wwmﬂw/Awa\dquxwvww
101.0 R
’ . 4.80 5.00 5.20 5.40
olrrrbibiod - 1927 2048 36924291 5028 w/; 5908 57.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
‘1010 m/z 101.00 21.80%
0‘\\“\”\“'\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A EEEENERES
4.80 5.00 5.20 5.40
5000 m/z 57.95 13.16%
101.0
ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime P e e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.05%
5000
101.0
Ot e e e e e SRR AR RRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP015598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.422 2.68 ng/ul 154884  Naphthalene-d8 10.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 38
2 Tebuthiuron 228 C9H16N40S 034014-18-1 37
3 2,2'-Bipyridine 156 C10H8N2 000366-18-7 35
4 Cyclopentanone, O-(trimethylsily... 171 C8H17NOSi 026208-87-7 32
5 Chloroxylenol 156 C8H9C10 000088-04-0 32

Abundance Scan 1570 (12.422 min): BP015598.D\data.ms (-1561) (- m/z 156.00 100.00%

156.0
5000
78.0

12.50
"M“,“wiu'ﬂq‘“h“ 1217028103411 4301 5134 1/; 115.00  46.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33519: 2-Chloro-4,6-dimethyl-3-pyridinamine
156.0
—5L

o

5000
12.50
66.0 m/z 77.95  34.65%
0‘1‘{‘#‘""‘“““‘# \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109829: Tebuthiuron
156.0
1250
5000 m/z 171.10 31.00%
74.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33041: 2,2'-Bipyridine
156.0 1250

m/z 158.00  29.30%

A /k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.081 8.75 ng/ul 719862  Acenaphthene-di10 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2192 (16.081 min): BP015598.D\data.ms (-2187) (- | m/z 105.00 100.00%
105.0
182.1
5000
R \
39 16.00
O ot btk 20931 3851 4254 5262 y/; 76,95  73.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 —r
16.00
m/z 182.05 52.97%
0 \\\\‘\\‘\\‘\\\\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T \
182.0 16.00
5000 m/z 50.95 29.59%
L e e e R R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone —T I
105.0 16.00
m/z 49.95 10.09%
5000 182.0
O 27\.0\ Jl " ‘
L L o L —
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Methanone, (1-hydroxycycloh... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.645 2.51 ng/ul 254350  Phenanthrene-di10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
2 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
3 3-Methylcyclohexyl methylphospho... 194 C8H16FO2P 113548-86-0 50
4 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 50
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 42

Abundance Scan 2288 (16.645 min): BP015598.D\data.ms (-2284) (- m/z 99.05 100.00%
99.0

5000

.

41HIWI ‘ 16.50 17.00
N

bkl 180-9241.2 327.0 4159 5233y g1.08  77.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0

5000

o

m/z 76.95 41.00%
"r\

4Lf

‘\\H\“ﬂw\ 1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0

5000 m/z 55.00  19.96%

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

Abundance #69757: 3-Methylcyclohexyl methylphosphonofluoridate — —
99.0 16.50 17.00

m/z 105.00  19.06%

5000
41.
‘Tlh 194.0

L S — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (E)-Hexadec-9-enoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.287 10.82 ng/ul 1093970  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 99
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
Abundance Scan 2567 (18.287 min): BP015598.D\data.ms (-2562) (- ' m/z 55.00 100.00%
55.0
5000 ‘/\J\\f
‘ ’ 18.00 18.50
236.2 . .
owm‘lw‘w Khaog oy 294:9387.0414.9 4933 m/z 41.00  55.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 — =
18.00 18.50
m/z 69.00 53.81%
0‘\\JI\L‘\\\\J\lﬂ\“\l“\h\’]\\\\“1213\?‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140807: cis-7-Hexadecenoic acid
55.0
— =
18.00 18.50
5000 m/z 83.00 33.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140796: Palmitoleic acid = g
55.0 18.00 18.50
m/z 97.10  28.34%
5000
” 236.0
0‘Hdlﬂjﬂﬂﬂmﬁfm‘#_‘N“H“H“M‘H“H“H‘w“u“ — ———
mlz--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.345 37.40 ng/ul 3782310 Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2577 (18.345 min): BP015598.D\data.ms (-2572) (- m/z 73.00 100.00%
73.0
5000 //\\
2132 — ——
“H 18.00 18.50
obrh H{w\w‘,ﬂ‘\m_m 2911, 369.24289490.0549. /7 43.05 87.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 59.95 84.47%
0‘\\\‘[‘ \l\‘i‘IWh\“\\"\1f\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
— ——
18.00 18.50
5000 m/z 41.00 73.51%
129.0
0l L ‘M‘““,\m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid — =
73.0 18.00 18.50
m/z 55.00 70.45%
256.0
5000
“ 157.0
o bl L A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 9,12-Octadecadienoic acid (... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.428 2.50 ng/ul 253281  Phenanthrene-di10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 9,12-0Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 98
3 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 96
4 9,12-Octadecadienoic acid (z,Z)- 280 C18H3202 000060-33-3 94
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 92

Abundance Scan 2761 (19.428 min): BP015598.D\data.ms (-2757) (- m/z 67.00 100.00%

67.0
5000

.
37.0 280.1
‘,“‘ MW.J“3550414947495346 m/z 81.00 80.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0

o

5000 U
19.50
m/z 55.00 63.49%
% 280.0
0‘\\\\‘J"”\“d\fh\“‘ \1\9\6‘\0\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,Z)-
67.0
——
19.50
5000 m/z 95.00 60.56%
h |‘ 280.0
o LLkbALL] mhm;‘19?:9”_Hh_m_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid 7
67.0 19.50

m/z 41.00 57.49%

5000 NVJ\JL/
280.0
| LM “ MBH i

o"H‘,"H_‘H_‘H_‘H_H‘_Hww_m‘ww‘_ S
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.563 6.81 ng/ul 1055890  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2784 (19.563 min): BP015598.D\data.ms (-2780) (- m/z 73.00 100.00%
73.0
5000 Mmmq/LA\umwwihbv
2412 —— ‘
BRI ' o
0 iR JHM ‘mu_‘?’ﬁ"??‘ﬁ??ﬁ“‘?ﬁsﬁ“‘?‘ m/z 43.05 98.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— |
19.50
}‘ 1850  284.0 m/z 60.00 81.96%
0‘\\"\”’ "1"\'[“%”‘!“1\“‘\!\\\‘\\\J‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
T \
19.50
5000 129.0 m/z 57.85 77.99%
284.0
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid T ‘
73.0 19.50
m/z 55.00 77 .04%
5000 284.0
185.0
S Ml v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Cyclic21.239 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.239 7.22 ng/ul 1118960  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Tricosene 322 C23H46 018835-32-0 97
3 1-Nonadecene 266 C19H38 018435-45-5 96
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
5 1-Tetracosene 336 C24H48 010192-32-2 93

Abundance Scan 3069 (21.239 min): BP015598.D\data.ms (-3065) (- m/z 57.10 100.00%

57.1
5000

T [
‘ 1F51 2281 21.00 21.50
I J
S

nmw | 29513561 4201  535.9
T M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0

o

b 22919907 A0 9999 m/z 43.10  88.33%

5000 7 —
21.00 21.50
m/z 55.00 79.67%
125.0
‘ \ 224.0
0‘\\‘\\\[‘\\J\‘!\\‘\!‘"\\\\J‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene
57.0
—
5000 m/z 83.05 67.55%

125.0
oL L1y, 1980 26403220
by, 1980 284070
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #155961: 1-Nonadecene —
97.0 21.00 21.50

5000
29.0
| }Jpesn 266.0

0ty n ‘

— ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.163 3.07 ng/ul 475818  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Heptadecane 240 C17H36 000629-78-7 94
5 Heptadecane 240 C17H36 000629-78-7 94

Abundance Scan 3226 (22.163 min): BP015598.D\data.ms (-3223) (- m/z 57.00 100.00%

57.0
5000

242.1 - -
‘ LR ‘ 3561 4312 5351 e
O bbb e e e e P m/z 71.05 69.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane ALNPAWNVJkkJKﬂ/\ﬁkW
57.0

5000 M -
22.00 22.50

m/z 43.10 69.29%

H \11\1 1 226.0
\\\\’\I!\‘!l\!’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

22.00 22.50

o

5000 m/z 85.10 47.50%
"
0 il J L 11197.0 267.0 338 0
e ‘W‘H‘“‘w‘H‘_“W‘H‘_“W‘H‘_“W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane — —
57.0 22.00 22.50

m/z 41.05 26.50%

o U/Jm

J | 127.0 197.0 268.0
0 "l‘H‘H‘""H‘HH"H‘“‘H‘HH\HH\HH\HH\\ T

‘ —
m/z--> 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\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 13

R.T. EstConc Area Relative to ISTD R.T.
22.204 3.09 ng/ul 478813  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
2 Pentacos-1-ene 350 C25H50 016980-85-1 96
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 3233 (22.204 min): BP015598.D\data.ms (-3230) (- m/z 57.05 100.00%

57.0
5000

5.1 207.0 — —
265, 3221 22.00 22.50

401
0 H‘MHMJAMI \h“ BOP 1. 3010 47516344 /) 55.e5  98.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227236: 9-Tricosene, (Z)-
55.0

5000 —— —
22.00 22.50
105.0

m/z 83.05 95.81%

’ \ 322.0
ol bbbl 8202500 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene

55.0

—
22.00 22.50
5000 m/z 97.05 84.18%

125.0
350.0
o"MWW%wx
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #227237: 9-Tricosene, (Z)- — —
55.0 22.00 22.50
m/z 69.00 82.65%
5000
125.0
M e =
0 mw““\huhwm"°H‘??%PW‘ﬂ‘w“u“‘w“‘u“u“‘ —— ——
m/z--> 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\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24,327  21.44 ng/ul 1957900  Perylene-di12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 96
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 3594 (24.327 min): BP015598.D\data.ms (-3589) (- ' m/z 57.10 100.00%
57.1
- M
‘H 3.1 24.00 24.50
1 278.1 : :
o AL ‘ﬂ““m??"?‘ewWH‘_3‘99‘%“”"?‘1”1“5?75“1‘ m/z 43.10  89.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 — —
24.00 24.50
m/z 82.05 81.94%
L L ppzo 2000
0‘\\\“\\‘\“\\\\‘\\‘\\l“\\u\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecana
43.0
= =
24.00 24.50
5000 m/z 55.00 66.09%
109.0
L \Mh 2220
O e A s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- — —
82.0 24.00 24.50
m/z 96.05 61.16%
B AJLN
5ol ||| [F70211 02690 ——
mlz--> 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\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.733  26.96 ng/ul 2462260  Perylene-d12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Tetracosane 338 C24H50 000646-31-1 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
5 2-Methylpentacosane 366 C26H54 000629-87-8 94

Abundance Scan 3663 (24.733 min): BP015598.D\data.ms (-3656) (- m/z 57.10 100.00%

57.1
5000

‘ \’1F71 1972 ] 24.50 25.00
ou"_"‘_"W"WH“283_“3‘5‘5”1”““4?1‘2‘5‘?95“ m/z 71.10  70.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 = —
24.50 25.00

m/z 43.05 63.65%

0 ” | 1270 197.0 267.0 338.0
\\\\‘\\\\‘1\\!‘\1\\‘!\\T‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane

57.0

24.50 25.00

5000 m/z 85.05 52.21%
1
LTS 1570 2670 3380
H“_“w“u“u“u‘w“u“u“u“““w“u“u‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane = —
57.0 24.50 25.00

m/z 55.00 24.97%

127.0
. M | 1111970 338.0

R A Ae e R — —
miz—-> 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\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 1-Heptacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.851 58.38 ng/ul 5330920 Perylene-di12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Octacosyl acetate 452 (C30H6002 018206-97-8 94
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 93

Abundance Scan 3683 (24.851 min): BP015598.D\data.ms (-3676) (- m/z 57.05 100.00%
57.0

5000

%

‘ 125.1

| 1083 2450  25.00
bl i), 1953 2650 3643 4610 5351/, 83.05  83.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosano

(&)
=l
o

5000
} 24.50 25.00
5.0 m/z 43.10  81.52%
ol LLLLLT L} 1950 2640 3780
‘\\ ’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
o —
24.50 25.00
5000 111.0 m/z 97.05 80.58%

‘ “ || ! ‘ | 181.0 250.0308.0 378.0438.0

Ty

OrrH 4 2 290.0308.0 27004380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0 24.50 25.00
m/z 55.00 77 .93%
5000
125.0
ol L] MM‘,\‘J%O 292.0 364.0
R R R e R A RRRRERR SRR — —
m/z--> 0 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\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.186  30.04 ng/ul 2743240  Perylene-d12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Octadecanal 268 C18H360 000638-66-4 93
3 Octacosanal 408 C28H560 022725-64-0 90
4 Heptacosanal 394 C27H540 072934-03-3 90
5 Eicosanal- 296 C20H400 002400-66-0 90

Abundance Scan 3910 (26.186 min): BP015598.D\data.ms (-3903) (- m/z 57.00 100.00%

57.0
5000

r 31 207006714 aa10 4185 26.00 26.50
b ALY T 2071 341.0 4185 5031 n/z 43.00  84.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0

5000 ‘ o T

26.00 26.50

m/z 82.10 80.28%

A==
0‘\\1’\\\‘\\\I\‘“\‘\r\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158566: Octadecana
43.0

26.00 26.50
5000 m/z 55.00 60.70%
Hoo
O\WL N“» LL‘J§99”2§?9”\”"W‘”\”“W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307026: Octacosanal — —
57.0 26.00 26.50

m/z 96.00 58.74%

5000
390.0

| ‘ J||_ 2210 3060 |
o"H‘,"H_‘H_‘H_‘H_H‘_Hww_m‘ww‘_ —

‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.715 47.32 ng/ul 4320930 Perylene-di2 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 4000 (26.715 min): BP015598.D\data.ms (-3991) (- m/z 57.05 100.00%

57.0
5000

} ‘ \’1 7.1 2650 27.00
I‘ \‘Jm‘u

1 2132
ok bl 2152 3193 4004462.9 5350/, 7110 72.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl-
43.0

5000

m/z 43.05 66.04%

|[[20, 220
0‘\\\“\H\‘\Hf\\%‘l\‘\\\‘\\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

5000 m/z 85.05 50.79%
169.0
0\HJM”LRkL“\J*w*%4%QH\H*W*H*M*H\H*W*H*M
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- T —
57.0 26.50 27.00

m/z 55.00  26.98%

) L_JUV\.
127.0
| ‘ | J‘ \7\ 1970 3090

L S — ——
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.786  44.24 ng/ul 4039670  Perylene-di12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 64
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 50
Abundance Scan 4182 (27.786 min): BP015598.D\data.ms (-4174) (- | m/z 43.10 100.00%
431
—— —
W ” a7a7 27.50 28.00
L ' 5361 m/z 55.00  56.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 107.0 T T
414.0 27.50 28.00
M ‘ 213.0 303.0 m/z 57.05 52.39%
0‘\\J‘! Jl \“!“J“ hfmmm"‘l“‘“‘ \\\l\h‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
—— —
27.50 28.00
m/z 95.10 50.08%
5000 105.0 /
414.0
H ‘ 2550 329.0
0 ‘HJ: m“\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol — —
43.0 27.50 28.00
m/z 107.00  48.35%
5000
107.0 414.0
3.0
ol LAl | bt 220 L )
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP©15598.D

Acqg On : 17 Jun 2023 01:23
Operator : MA/JU

Sample : 03080-10

Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
3-Penten-2-one,... 4.523 3.5 ng/ul 134681 1 8.081 764610 20.0
2-Pentanone, 4-... 5.146 2.0 ng/ul 77833 1 8.081 764610 20.0
unknown-01 12.422 2.7 ng/ul 154884 2 10.911 1155700 20.0
Benzophenone 16.081 8.8 ng/ul 719862 3 14.728 1645900 20.0
Methanone, (1-h... 16.645 2.5 ng/ul 254350 4 17.481 2022700 20.0
(E)-Hexadec-9-e... 18.287 10.8 ng/ul 1093970 4 17.481 2022700 20.0
n-Hexadecanoic ... 18.345 37.4 ng/ul 3782310 4 17.481 2022700 20.0
9,12-Octadecadi... 19.428 2.5 ng/ul 253281 4 17.481 2022700 20.90
Octadecanoic acid 19.563 6.8 ng/ul 1055890 5 21.563 3100030 20.0
(DEL) Alkane: C... 21.239 7.2 ng/ul 1118960 5 21.563 3100030 20.0
(DEL) Alkane: S... 22.163 3.1 ng/ul 475818 5 21.563 3100030 20.0
(DEL) Alkane: S... 22.204 3.1 ng/ul 478813 5 21.563 3100030 20.0
Oxirane, heptad... 24.327 21.4 ng/ul 1957900 6 24.110 1826270 20.0
(DEL) Alkane: S... 24.733 27.0 ng/ul 2462260 6 24.110 1826270 20.0
1-Heptacosanol 24.851 58.4 ng/ul 5330920 6 24.110 1826270 20.0
Octadecanal 26.186 30.0 ng/ul 2743240 6 24.110 1826270 20.0
(DEL) Alkane: S... 26.715 47.3 ng/ul 4320930 6 24.110 1826270 20.0
.gamma.-Sitosterol 27.786 44.2 ng/ul 4039670 6 24.110 1826270 20.0
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