LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc :

ALS Vvial : 26 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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16269.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 13 16 23 rVB 28058 42635 0.75% ©0.069%
2 3.770 97 99 109 rBV2 54447 152026 2.66% 0.247%
3 3.940 126 128 134 rVB 16122 20224 0.35% 0.033%
4 4A.046 142 146 154 rVB 51129 82230 1.44% 0.134%
5 4.446 210 214 224 rBV3 27117 50705 ©0.89% 0.082%
6 5.469 382 388 390 rBV7 5292 10751 0.19% 0.017%
7 5.816 442 447 454 rBVS8 4726 9623 0.17% 0.016%
8 5.981 469 475 482 rVWW 135769 269988 4.72% 0.438%
9 6.046 482 486 499 rVB2 38975 124495 2.18% 0.202%
106 6.528 562 568 572 rBV9 4065 7659 0.13% 0.012%
11 6.605 576 581 594 rBV2 38689 104403 1.83% 0.170%
12 7.193 672 681 693 rBV5 61919 230912 4.04% 0.375%
13 7.293 693 698 729 rVW 371757 1050701 18.38% 1.706%
14 7.516 729 736 760 rVW 309574 897480 15.70%  1.457%
15 7.681 762 764 772 rVB9 6608 12782 0.22% 0.021%
16 7.963 805 812 821 rBV 461067 1139624 19.93%  1.850%
17 8.234 854 858 864 rVB9 5684 11157 ©0.20% 0.018%
18 8.328 868 874 879 rVvs8 9870 22510 0.39% 0.037%
19 8.652 925 929 935 rBV9 8667 22667 0.40% 0.037%
20 8.722 935 941 958 rVV3 201877 761228 13.31% 1.236%
21 8.840 958 961 980 rVB 51520 131373  2.30% 0.213%
22 9.081 995 1002 1009 rBV 264751 523891 9.16% 0.851%
23 9.157 1009 1015 1037 rVB 469484 1380215 24.14% 2.241%
24 9.310 1037 1041 1043 rBV4 14750 21496 0.38% 0.035%
25 9.463 1065 1067 1071 rVB5 7362 9122 0.16% 0.015%
26 9.893 1133 1140 1160 rBv2 281385 944870 16.53% 1.534%
27 10.040 1160 1165 1184 rVV 91036 238058 4.16% 0.386%
28 10.175 1184 1188 1192 rVB7 11185 18791 ©0.33% 0.031%
29 10.287 1201 1207 1223 rBV 82719 233576 4.09% 0.379%
30 10.404 1223 1227 1230 rBV6 5328 8047 0.14% 0.013%

31 10.481 1233 1240 1264 rBV2 277099 1348171 23.58%
32 10.775 1284 1296 1312 rVB 971325 2232329 39.05%
33 10.981 1318 1325 1336 rBV 270666 955325 16.71%

OO krwhN
w1
w1
=
S

34 11.069 1336 1340 1358 rVB2 138236 397201 6.95% 645%
35 11.581 1425 1427 1439 rVB2 6581 18728 ©0.33% 030%
36 11.804 1462 1465 1468 rBV5 5648 6845 0.12% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc :

ALS Vvial : 26 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-BP071223.MA.M
Title : SVOA CALIBRATION
37 11.940 1479 1488 1497 rBV4 21718 54601 0.96% ©0.089%
38 12.169 1522 1527 1532 rBV7 8002 16468 0.29% 0.027%
39 12.446 1568 1574 1580 rBvVv7 10234 23736 0.42% 0.039%
40 12.510 1580 1585 1597 rVB 25506 53409 0.93% 0.087%
41 12.951 1654 1660 1682 rvV 61467 233366 4.08% 0.379%
42 13.157 1690 1695 1696 rBV5 5752 6591 0.12% 0.011%
43 13.204 1696 1703 1718 rVB 167718 291614 5.10% 0.473%
44 13.357 1724 1729 1733 rVB8 3916 7243  0.13% 0.012%
45 13.487 1747 1751 1757 rBvV2 19723 36382 0.64% 0.059%
46 13.610 1768 1772 1777 rVBS8 3771 6659 0.12% 0.011%
47 13.675 1777 1783 1784 rBV 37040 48632 0.85% 0.079%
48 13.845 1808 1812 1815 rBV5 9044 13684 0.24% 0.022%
49 14.034 1836 1844 1855 rBV 1242074 2558510 44.75% 4.154%
50 14.310 1883 1891 1908 rBV 1851081 3116274 54.51% 5.059%
51 14.475 1917 1919 1930 rVB 8834 16129 0.28% 0.026%
52 14.610 1935 1942 1953 rBV 1903209 3032637 53.04% 4.924%
53 15.163 2026 2036 2039 rBV 11205 34922 0.61% 0.057%
54 15.292 2055 2058 2064 rvB2 13777 23966 0.42% 0.039%
55 15.381 2069 2073 2076 rBV2 11131 15646 0.27% 0.025%
56 15.457 2082 2086 2094 rVB 22768 36318 0.64% 0.059%
57 15.522 2094 2097 2101 rVB6 5447 7152 0.13% 0.012%
58 15.616 2106 2113 2136 rBV 1805347 4066900 71.13% 6.603%
59 15.845 2146 2152 2153 rBv2 94874 119442 2.09% 0.194%
60 15.981 2173 2175 2180 rVB5 16285 17421 0.30% 0.028%
61 16.022 2180 2182 2190 rVB5 15236 26047 0.46% 0.042%
62 16.234 2215 2218 2224 rVB8 6689 9996 0.17% 0.016%
63 16.310 2229 2231 2235 rVB5 5785 6311 0.11% 0.010%
64 16.563 2268 2274 2275 rBV6 5989 8848 0.15% 0.014%
65 16.686 2288 2295 2299 rBVS8 6213 15107 0.26% 0.025%
66 16.798 2307 2314 2315 rBV6 7130 11669 0.20% 0.019%
67 17.186 2376 2380 2384 rVB6 6630 10686 ©0.19% 0.017%
68 17.375 2406 2412 2424 rBV 2418459 3734340 65.32% 6.063%
69 17.486 2425 2431 2457 rVB 1986562 4442941 77.71% 7.213%
70 17.833 2488 2490 2499 rBV1e 6407 10172 0.18% 0.017%
71 18.010 2514 2520 2535 rBV 2296823 2762498 48.32% 4.485%
72 18.257 2558 2562 2566 rBV7 15986 29648 0.52% 0.048%
73 18.333 2571 2575 2581 rVV5 10387 22904 0.40% 0.037%
74 18.439 2589 2593 2598 rBV3 23813 40845 0.71% ©0.066%
75 18.480 2598 2600 2603 rVB3 14790 16264 0.28% 0.026%
76 19.298 2735 2739 2743 rVB3 35691 48148 0.84% 0.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 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-BP071223.MA.M
Title : SVOA CALIBRATION

77 19.375 2748 2752 2760 rBV 31057 58850 1.03% 0.096%
78 19.598 2786 2790 2796 rBV 77928 108829 1.90% 0.177%
79 19.716 2804 2810 2835 rBV 2859376 5717191 100.00%  9.282%
80 21.480 3104 3110 3128 rBV 2040004 4620348 80.82% 7.501%
81 22.551 3287 3292 3309 rVB 2120559 3172907 55.50% 5.151%
82 23.792 3497 3503 3520 rVB2 2305122 5206819 91.07% 8.453%

83 23.968 3526 3533 3556 rVB 1350513 4182792 73.16% 6.791%

Sum of corrected areas: 61593700
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Jul 2023 00:04
: MA/JU
: 03423-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
BP016269.D

: 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

7293516
1281 3.738496 4.446 54605 86090 _6%:685 7-%& 8232

TIC: BP016269.D\data.ms

10.775

7.963

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP016269.D\data.ms
19.716

17.375
18.010

610 17.486
14,30 15.616

14.034

| €
sm~

[== AT — — "2 - =
DR L L L L L N

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP016269.D\data.ms
23.792
22.551

21.480

23.968

Time-->

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Cyclohexanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.981 4.74 ng/ul 269988 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 90
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 80
Abundance Scan 475 (5.981 min): BP016269.D\data.ms (-469) (-) m/z 55.00 100.00%

58.0
5000

5.60 5.80 6.00 6.20 6.40

“\ 18.9 190.8  281.9342.6401.0 466.6 531.4

O e M T e T T T T T T e T m/z 42.00 72.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3561: Cyclohexanone
55.0
5000 EAEREREERE TR S

5.60 5.80 6.00 6.20 6.40
m/z 97.95 43.19%

i
‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 31.37%

[ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 \/*J\/L
Abundance

#3560: Cyclohexanone R A RERNEEREEEE
55.0 5.60 5.80 6.00 6.20 6.40

m/z 69.00  25.19%

U |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 3,3-Dimethylbutane-2-o0l Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.046 2.18 ng/ul 124495 1,4-Dichlorobenzene-d4 7.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 64
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50

Abundance Scan 486 (6.046 min): BP016269.D\data.ms (-482) (-) m/z 57.00 100.00%
57.0

5000

—

L,lS 0176.7 2831 5.80 6.00 6.20 6.40
s : . . 391.2452.0 519.9 o
bl S e RREfRe ) 2199 m/z 45.00  43.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5033: 3,3-Dimethylbutane-2-ol

57.0

=

5000 et
5.80 6.00 6.20 6.40
L

m/z 41.00 27.88%
‘\‘\H‘HH‘\\H’\H\’\H\‘H\\‘\\H‘\H\‘\H\‘H\\‘HH‘\

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

-

Abundance
57.0
GO
5.80 6.00 6.20 6.40
5000 m/z 87.00 20.56%
118.0
R AR N AR RRARRRRAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy- P TS
57.0 5.80 6.00 6.20 6.40
m/z 74.95 8.13%
h WWMWMMWWW/\MWMMwWMWM
JMm’n&O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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-methoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.081 9.19 ng/ul 523891 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
4 Mequinol 124 C7H802 000150-76-5 91
5 Mequinol 124 C7H802 000150-76-5 90
Abundance Scan 1002 (9.081 min): BP016269.D\data.ms (-995) (-) m/z 109.00 100.00%
109.0
5000 /\\
A A RERRERES
5]1-0 2069 8.80 9.00 9.20 9.40
Ol khid, 1l 2069 2810 35684221 4989 ./, 133,95 77.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
109.0
5000 L L B B R
8.80 9.00 9.20 9.40
27.0 m/z 80.95 77.17%
i

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

109.0

i
—

8.80 9.00 9.20 9.40
5000 m/z 53.00 23.10%

51.0

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

%
=

Abundance #11911: Phenol, 2-methoxy- N EARRENRERN
109.0 8.80 9.00 9.20 9.40
m/z 52.00 13.45%
5000 /\/L
27.0
‘Hﬁwhmu"‘W‘H‘_“W‘H‘_‘H“H‘_‘H‘H“_‘H“ HﬁfFW%‘W‘H‘,H“_‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Ethyl acetoacetate ethylene... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.040 2.13 ng/ul 238058 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 80
2 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 72
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 53
4 1,3-Dioxolane-2-propanoic acid, ... 188 C9H1604 000941-43-5 45
5 Tetraethylene glycol, diacetate 278 C12H2207 022790-12-1 42

Abundance Scan 1165 (10.040 min): BP016269.D\data.ms (-1160) (- m/z 87.00 100.00%
87.0

5000

—

159.0 10.00
bty | 22272810 356.0 430.1 5243 /7 43.00  58.37%

‘\\\\“\\\\‘\l\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49506: Ethyl acetoacetate ethylene acetal
87.0

5000 ‘ ‘ \
10.00

m/z 159.00  12.58%

o

29. 159.0
| ‘
‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

87.0

e
10.00
5000 m/z 42.00 7.57%

29.0 159.0

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

Abundance #115348: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace T
87.0 10.00

m/z 88.90 7.27%

.

5000

=

15.0

Ly

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 Acetic acid, phenylmethyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.287 2.09 ng/ul 233576  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, phenylmethyl ester 150 CS9H1e02 000140-11-4 97
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 96
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 93
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 81
5 Formic acid, phenylmethyl ester 136 C8H802 000104-57-4 49
Abundance Scan 1207 (10.287 min): BP016269.D\data.ms (-1201) (- m/z 108.00 100.00%
108.0
43.0
5000 J\W
— =
‘ J H l 190.8  283.0 1009 10.59
oblddid 11908 2830 3607 4290 5263 ./, 9g.95  77.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28363: Acetic acid, phenylmethyl ester
108.0
43.0
5000 RS e
10.00 10.50
m/z 42.95 55.72%
| ‘ ‘ \‘ H ‘\ I

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

N

Abundance
108.0
= —
10.00 10.50
m/z 89.95 43.66%
5000 43.0
R o R BARREEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28362: Acetic acid, phenylmethyl ester — R
108.0 10.00 10.50
m/z 78.95 29.05%
43.0
5000
i ) o
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\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 dl-Mevalonic acid lactone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.069 3.56 ng/ul 397201 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 50
2 2-Ethoxytetrahydrofuran 116 C6H1202 013436-46-9 43
3 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 43
4 Butyric acid, 4-pentadecyl ester 298 C19H3802 1000280-57-4 43
5 dl-Mevalonic acid lactone 130 C6H1003 000674-26-0 40

Abundance Scan 1340 (11.069 min): BP016269.D\data.ms (-1336) (- m/z 43.00 100.00%
43.0

5000
115.0

N

T
11.00

m/z 71.00 83.03%

178.8 266.6 385.0 456.6 536.9

\JJ\ Ly

“\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15210: dI-Mevalonic acid lactone
71.0
5000 e ‘
11.00
m/z 69.00 64.33%
‘\\”\‘1\“‘“\1‘\h\‘p\-‘a\(\)\.’o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
U \
11.00
5000 ITI/Z 115.00 34.58%

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

N

Abundance #47047: 1,3-Dimethylbutyl isobutyrate =~ i
43.0 11.00
m/z 57.95 26.97%
5000
’115.0
B o)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.010 14.80 ng/ul 2762500  Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5. 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 60
4 1,3-Pentadiene, 1,1-diphenyl-, (Z)— 220 C17H16 015295-31-5 55
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
Abundance Scan 2520 (18.010 min): BP016269.D\data.ms (-2514) (- m/z 57.00 100.00%
57.0
205.1
5000
T T
WML 2o
0L Mk "‘“MMHHMM 76.1342.1400.9464.7 S41E /7 205.05  77.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
205.0
5000 =
18.00
m/z 54.95 56.62%
TTTT ’J\m\ J“hJ‘mm“”“m‘ ‘\" l“ \i T ‘2\7\6\\(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
205.0
T T
57.0 18.00
5000 m/z 41.00 52.52%
135.0
276.0
R R mmam
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene —= ‘
57.0 18.00
m/z 217.05 46.42%
5000
205.0
H‘HWMWMWWNMWNwWMNL‘“H?‘H“H“‘H“_“‘_“W‘ Co
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 ©00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.551 13.73 ng/ul 3172916 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83

Abundance Scan 3292 (22.551 min): BP016269.D\data.ms (-3287) (- m/z 59.00 100.00%

59.0
5000
‘ 20
126.0 ' :
0 m\’,‘ | M {41 2070 294.3355.0414.9 489.9547. ./, 73 09  68.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (2)-
59.0
5000 — :
22.50
‘ m/z 55.00 53.49%
126.0
337.0
" \\m\m‘l‘\”\h\}“\\\\‘\2\%\0‘\0\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
T
22.50
5000 m/z 41.00 37.00%
126.0
184.0 281.0
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (2)- —F— ‘
59.0 22.50
m/z 43.00 32.95%
5000 JL
Aliose o .l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

SFAM-EPA-BP071223.MA.M Tue Jul 18 02:54:12 2023 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016269.D

Acqg On : 18 Jul 2023 00:04
Operator : MA/JU

Sample : 03423-09

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@71223.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|
Cyclohexanone 5.981 4.7 ng/ul 269988 1 7.963 1139620 20.0
3,3-Dimethylbut... 6.046 2.2 ng/ul 124495 1 7.963 1139620 20.0
Phenol, 2-methoxy- 9.081 9.2 ng/ul 523891 1 7.963 1139620 20.0
Ethyl acetoacet... 10.040 2.1 ng/ul 238058 2 10.775 2232330 20.0
Acetic acid, ph... 10.287 2.1 ng/ul 233576 2 10.775 2232330 20.0
dl-Mevalonic ac... 11.069 3.6 ng/ul 397201 2 10.775 2232330 20.0
7,9-Di-tert-but... 18.010 14.8 ng/ul 2762500 4 17.375 3734340 20.0
13-Docosenamide... 22.551 13.7 ng/ul 3172910 5 21.480 4620350 20.0
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