LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP023365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc :

ALS Vvial : 27 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-BP112624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@23365.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.1e5 16 20 25 rBV 19184 24056 0.74% 0.079%
2 3.534 90 93 109 rBvV 35051 81656 2.50% 0.267%
3 3.993 165 171 180 rBV5 8109 20212 0.62% 0.066%
4 4.246 210 214 220 rVB2 12257 18001 ©.55% 0.059%
5 4.752 297 300 307 rvv3 7333 14028 0.43% 0.046%
6 5.140 359 366 372 rBV 24261 41308 1.26% ©.135%
7 5.646 445 452 455 rBvV2 18891 32375 0.99% 0.106%
8 5.687 455 459 473 rVB 34815 75181 2.30% 0.246%
9 6.634 615 620 625 rBvV 37280 67512 2.06% 0.221%
106 6.763 636 642 658 rBV2 76704 201826 6.17% 0.660%
11 6.893 658 664 676 rVB 285828 451763 13.82% 1.478%
12 7.093 689 698 707 rBvV 318903 577901 17.67% 1.890%
13 7.158 707 709 717 rVB4 11674 21348 0.65% 0.070%
14 7.358 738 743 753 rVB2 7865 16638 ©0.51% 0.054%
15 7.540 764 774 782 rBV 350306 563714 17.24% 1.844%
16 7.605 782 785 794 rW2 17736 33989 1.04% 0.111%
17 7.822 816 822 834 rBv4 21178 64480 1.97% 0.211%
18 8.093 864 868 875 rBV 12379 20919 0.64% 0.068%
19 8.163 875 880 890 rBV3 47136 114794 3.51% 0.376%
20 8.258 8990 896 913 rVV 242161 533992 16.33% 1.747%
21 8.375 913 916 924 rVB6 8282 15090 0.46% 0.049%
22 8.622 949 958 964 rBV2 90039 175964 5.38% 0.576%
23 8.687 964 969 982 rVB 338614 637603 19.50%  2.086%
24 9.399 1084 1090 1105 rBV2 300173 579389 17.72%  1.895%
25 9.557 1110 1117 1124 rVV2 22062 55585 1.70% 0.182%
26 9.675 1126 1137 1149 rVWVv4 46152 157875 4.83% 0.516%
27 9.763 1149 1152 1153 rVVv3 9406 11063 0.34% 0.036%
28 9.793 1153 1157 1167 rVB2 22128 43645 1.33% 0.143%
29 9.940 1174 1182 1198 rBV 399705 837152 25.60% 2.739%
30 10.093 1201 1208 1221 rVV2 52320 134005 4.10% 0.438%

31 10.204 1221 1227 1233 rW7 14953 32080 0.98%
32 10.281 1234 1240 1249 rVB 405042 709020 21.68%
33 10.446 1259 1268 1284 rBV 212622 477107 14.59%

OO0ORrNOG
w1
a
=
S

34 10.593 1288 1293 1301 rVB7 15173 28416  0.87% 093%
35 10.828 1327 1333 1339 rBV2 18681 37560  1.15% 123%
36 10.887 1339 1343 1348 rW 22671 40557  1.24% 0.133%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP023365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc :

ALS Vvial : 27 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-BP112624.MA.M
Title : SVOA CALIBRATION
37 10.969 1352 1357 1365 rvB2 11717 27287 ©0.83% 0.089%
38 11.069 1368 1374 1378 rBV9 5799 14070 0.43% 0.046%
39 11.128 1378 1384 1391 rVWv2 31045 66791 2.04% 0.218%
40 11.210 1394 1398 1405 rVV 16721 33587 1.03% 0.110%
41 11.293 1408 1412 1421 rVB5 8730 21507 0.66% 0.070%
42 11.546 1449 1455 1460 rBvVS8 6674 12530 0.38% 0.041%
43 11.646 1466 1472 1482 rBV6 16327 41634 1.27% 0.136%
44 12.216 1565 1569 1573 rBV2 10879 16808 ©0.51% 0.055%
45 12.369 1590 1595 1601 rBV7 6919 14133 0.43% 0.046%
46 12.434 1601 1606 1611 rBV3 19196 35624 1.09% 0.117%
47 12.493 1611 1616 1632 rVB3 21258 64471  1.97% 0.211%
48 12.622 1632 1638 1639 rBvV 27657 43935 1.34% 0.144%
49 12.745 1653 1659 1668 rVB 40631 69215 2.12% 0.226%
50 12.993 1697 1701 1705 rVV6 6681 13084 0.40% 0.043%
51 13.040 1705 1709 1715 rVB2 16570 30778 0.94% 0.101%
52 13.110 1715 1721 1734 rBv2 57944 134231 4.11% 0.439%
53 13.263 1740 1747 1755 rBV7 9899 25986 0.79% 0.085%
54 13.340 1755 1760 1762 rVVé6 8225 16030 0.49% 0.052%
55 13.381 1765 1767 1771 rVV5 8956 12067 ©0.37% 0.039%
56 13.428 1773 1775 1784 rVBS 7317 11380 0.35% 0.037%
57 13.569 1791 1799 1805 rBV 995098 1404444 42.95%  4.594%
58 13.675 1813 1817 1821 rVB6 17804 23138 0.71% 0.076%
59 13.745 1824 1829 1837 rVB6 7305 14906 0.46% 0.049%
60 13.845 1837 1846 1855 rBV2 795140 1365980 41.77% 4.468%
61 13.934 1856 1861 1870 rVV 33529 62498 1.91% 0.204%
62 14.034 1873 1878 1889 rVV 207904 301026 9.21% 0.985%
63 14.151 1889 1898 1908 rVB 697774 1057149 32.33% 3.458%
64 14.463 1945 1951 1964 rBV4 36694 129541 3.96% 0.424%
65 14.681 1981 1988 1997 rVV 111919 231645 7.08% 0.758%
66 14.751 1997 2000 2012 rVB6 24129 52803 1.61% 0.173%
67 14.863 2012 2019 2026 rVB4 14286 30655 0.94% 0.100%
68 14.928 2026 2030 2034 rVB 10951 14256 0.44% 0.047%
69 14.998 2035 2042 2050 rVB 234425 304918 9.33% 0.997%
70 15.163 2063 2070 2079 rBV 1274755 1942660 59.41% 6.355%
71 15.275 2086 2089 2093 rBV5 10277 19229 0.59% 0.063%
72 15.328 2093 2098 2110 rVV 440085 716144 21.90% 2.343%
73 15.557 2132 2137 2144 rBV 20743 35314 1.08% 0.116%
74 15.798 2174 2178 2184 rVB8 8138 13742 0.42% 0.045%
75 15.969 2199 2207 2214 rBV 11682 31615 ©0.97% 0.103%
76 16.039 2215 2219 2222 rBV3 18598 25732 0.79% 0.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP023365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc :

ALS Vvial : 27 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-BP112624.MA.M
Title : SVOA CALIBRATION

77 16.075 2222 2225 2229 rBV3 12953 19047 0.58% 0.062%
78 16.551 2301 2306 2311 rVB6 9478 14626 ©0.45% 0.048%
79 16.969 2370 2377 2387 rBV 1017356 1419582 43.41% 4.644%
80 17.063 2387 2393 2408 rVV 1503160 2323239 71.05% 7.600%
81 17.269 2423 2428 2434 rVB 17404 26116 ©0.80% 0.085%
82 17.463 2456 2461 2467 rVB2 21705 34912 1.07% 0.114%
83 17.569 2471 2479 2484 rBV6 12856 28286 0.87% 0.093%
84 17.657 2487 2494 2499 rBV 384079 506045 15.48% 1.655%
85 17.839 2519 2525 2531 rVB5 26739 56245 1.72% 0.184%
86 17.898 2531 2535 2541 rBV8 16047 23173 0.71% 0.076%
87 17.963 2543 2546 2547 rBV 11352 10091 0.31% 0.033%
88 17.998 2549 2552 2559 rVB3 26317 42821 1.31% ©.140%
89 18.110 2566 2571 2575 rBV 106609 141218 4.32% 0.462%
90 18.186 2582 2584 2590 rVB6 12062 14427 0.44% 0.047%
91 18.380 2613 2617 2622 rBV2 84554 136105 4.16% 0.445%
92 18.486 2632 2635 2643 rVB6 20355 34271 1.05% 0.112%
93 18.710 2668 2673 2680 rBvV2 32788 61179 1.87% 0.200%
94 18.992 2717 2721 2727 rVB3 21070 31625 0.97% 0.103%
95 19.080 2731 2736 2740 rBV 18972 30314 ©0.93% 0.099%
96 19.239 2760 2763 2769 rBV7 13214 19341 0.59% 0.063%
97 19.451 2792 2799 2817 rBV 1930473 2994236 91.57% 9.795%
98 21.392 3123 3129 3143 rBV 1111097 1851586 56.63% 6.957%

99 24.351 3624 3632 3651 rVB 1289368 3269887 100.00% 10.697%
100 24.563 3660 3668 3689 rVB 637042 2050956 62.72% 6.709%

Sum of corrected areas: 30569675
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
BP023365.D

: 11 Dec 2024 04:02

: RC/JU

: P5111-12

: 27  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP023365.D\data.ms
1500000
1000000
500000 281
686' 93 7.540 8.687 9.399 9.9410
' 8.258 0.446
@ 8.622
o 105 3.534 3998246 4.7525.140 HERT 6. 7.1385860B28058%75 3 2 ; g
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘77\\TTAT’\\\\‘\\\ﬁ\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP023365.D\data.ms
19.451
17.063
1500000
15.163 21.392
16.969
1000000

500000 15.328

g@@w@

o 3 14. 275 3518885 16.551 ORI
= ‘ R I e e e e e A B e e e e L B e S L I A e e e N
Time-->  13.00 1350 1400 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP023365.D\data.ms

1500000 24.351

1000000

4.563
500000
0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Ethanol, 2-butoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.687 2.67 ng/ul 75181 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 90
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 53
Abundance Scan 459 (5.687 min): BP023365.D\data.ms (-455) (-) m/z 57.10 100.00%
57.1
w \jk
R A REEE R o
‘ 5.40 5.60 5.80 6.00
ol Akl 1832.8 207.9266,6 3550 422.5 5214 v 7 44.95  45.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy-
57.0
5000 LB L L IR L B R
5.40 5.60 5.80 6.00
J m/z 41.00 37.03%
O‘\“\‘\H'[‘\‘\i“\’\]}J\-\S;Q’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10026: Ethanol, 2-butoxy-
57.0
R ARaRREEEEEE S
5.40 5.60 5.80 6.00
5000 m/z 86.95 21.97%
olmx’w,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10027: Ethanol, 2-butoxy- T T A
57.0 5.40 5.60 5.80 6.00

m/z 56.05 10.37%

- MNWWWJAQVﬂﬁM&ijﬁMWMMA
Om", P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Benzyl alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.822 2.29 ng/ul 64480 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 97
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 95
4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 83
Abundance Scan 822 (7.822 min): BP023365.D\data.ms (-816) (-) m/z 79.00 100.00%

79.0

=

5000
7.40 7.60 7.80 8.00 8.20
147.0 221.3 354.9
0 WL ST 29697505 419.7 489.05481 /2 77.00  68.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6066: Benzyl alcohol
79.0
5000 B AL DL R
7.40 7.60 7.80 8.00 8.20
‘ m/z 108.00 57.28%
O‘\\\A\“l\ln\\!"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6064: Benzyl alcohol
79.0 /J
EaaamEaREE S S e
7.40 7.60 7.80 8.00 8.20
5000 m/z 107.00 41.57%
O‘HWMWMAﬂ‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6065: Benzyl alcohol “H‘$‘H“‘H“‘H“‘H
79.0 7.40 7.60 7.80 8.00 8.20

m/z 50.95 39.85%

5000

3

19
olt2a iy, !\‘mH‘H‘w‘H‘_m‘mwmwm_m_um AL AL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.622 6.24 ng/ul 175964 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
2 Mequinol 124 C7H802 000150-76-5 91
3 Mequinol 124 C7H802 000150-76-5 91
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
5 Mequinol 124 C7H802 000150-76-5 87
Abundance Scan 958 (8.622 min): BP023365.D\data.ms (-949) (-) m/z 80.95 100.00%

81.0
5000

M{ | 8.20 8.40 8.60 8.80 9.00
A

46.7207.9 281.1 355.1 423.7 503.0

O b ey e e e T T T e T T m/z 108.95 96.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-
109.0
5000 [T T T T T T

8.20 8.40 8.60 8.80 9.00
m/z 124.00  69.21%

5]*0
‘H‘ri!\“\l\l\‘\H’\H\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #11898: Mequinol
109.0

8.20 8.40 8.60 8.80 9.00

5000 m/z 53.00 28.23%
39.%
0\*MLWNJW AR AR A A LA NN AR AN NARAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11900: Mequinol “‘H“H“H“_“W“
124.0 8.20 8.40 8.60 8.80 9.00

m/z 50.95 19.02%

5000
53.0
JH ‘I Ly

Ottt T e R
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550  8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624 .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 7 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.093 3.78 ng/ul 134005 Naphthalene-d8 10.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1208 (10.093 min): BP023365.D\data.ms (-1201) (- m/z 57.10 100.00%
57.1

5000

N

‘ 10.00
131.9
ol AhLLi1319 2069267.0328.0885.9 46845357 1/, 4505 o806

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 WS, .
10.00
’ m/z 41.05 42.22%
‘ 132.0
0‘\\'\“\‘J\I‘W"\JL!HI‘\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

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

=

Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
T T
10.00
5000 ITI/Z 42.95 21.24%
ol‘w.n.lsz-O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- ; :
57.0 10.00
m/z 75.00 19.77%
5000
omx.m\nmo“ 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Vanillin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.110 2.54 ng/ul 134231  Acenaphthene-di10 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 96
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96

Abundance Scan 1721 (13.110 min): BP023365.D\data.ms (-1715) (- m/z 151.00 100.00%
151.0

-

5000 81.0
— i
” | s611 ] 13.00 13.50
ob bbb Ly 22292811 354.9 4320 5413 .15 9 91.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0
5000 —h oy
81.0 13.00 13.50
m/z 81.00 46.64%
O‘IJ”J”““l‘\I \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0
e 0
13.00 13.50
5000 m/z 109.00 30.45%
81.0
solii Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29937: Vanillin P 4
152.0 13.00 13.50
m/z 52.95  23.48%
5000
81.0
YOI LW WL |
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\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Apocynin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.034 5.70 ng/ul 301026  Acenaphthene-d10 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Apocynin 166 C9H1003 000498-02-2 94
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 93
5 Apocynin 166 CSH1e03 000498-02-2 93

Abundance Scan 1878 (14.034 min): BP023365.D\data.ms (-1873) (- m/z 150.95 100.00%
150.9

5000
1T I
43.0 \ 14.00
ob bk |l 22102809 354.9413047465363 /) 166 00 43.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42057: Apocynin
151.0
5000 P :
14.00
m/z 123.05 25.40%
43.0
O‘\‘\\‘\‘lj‘l‘\m\u\l\l“\\\\l\ \l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

151.0
N T
14.00
5000 m/z 108.00 14.55%
43.0
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42058: Apocynin ==
151.0 14.00
m/z 43.00 13.67%
5000
43.0
R e e A AR s -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 3-Hydroxy-4-methoxybenzoic ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.681 4.38 ng/ul 231645  Acenaphthene-di10 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 97
2 Vanillic acid 168 C8H804 000121-34-6 96
3 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 96
4 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 96
5 Vanillic acid 168 C8H804 000121-34-6 93

Abundance Scan 1988 (14.681 min): BP023365.D\data.ms (-1981) (- m/z 168.00 100.00%

168.0
5000 97.0

—
39, J ‘ 14.50 15.00
Tl \‘I Al

bl 4L 232.0294.9356.2 4631 530.1 /7 153.00  80.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44073: 3-Hydroxy-4-methoxybenzoic acid
168.0

o

5000 —— —
14.50 15.00
97.0 m/z 97.00 46.19%
O‘\g\%.ﬁ“\‘J;\"‘l\\J\\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44045: Vanillic acid
168.0
s =
14.50 15.00
5000 m/z 124.95 23.39%
97.0
w
Y 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44071: 3-Hydroxy-4-methoxybenzoic acid Ay ey
168.0 14.50 15.00

m/z 151.00 17.02%

5000
97.0
wp |
0 ﬂ\“l)lmﬂ L4

e ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 Diethyl Phthalate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.998 5.77 ng/ul 304918 Acenaphthene-d10 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl Phthalate 222 C12H1404 000084-66-2 96
2 Diethyl Phthalate 222 C12H1404 000084-66-2 95
3 Diethyl Phthalate 222 C12H1404 000084-66-2 91
4 Diethyl Phthalate 222 C12H1404 000084-66-2 87
5 Phthalic acid, allyl ethyl ester 234 C13H1404 033672-94-5 72

Abundance Scan 2042 (14.998 min): BP023365.D\data.ms (-2035) (- m/z 149.00 100.00%

149.0
5000

76}0 \‘2220282 358 8.2515.8 1500
bbb ALy |1 22200820 3881 45825158 0177 00 23.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101095: Diethyl Phthalate
149.0
5000

15.00
m/z 76.00 14.83%

o

76.0
O‘\\\\‘\\\\I\\\l‘l\)!\ \\‘\\2‘\2\2\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101096: Diethyl Phthalate
149.0
=
15.00
5000 ITI/Z 151.00 12.84%
29.0
o b0 1 L2220
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101093: Diethyl Phthalate =
149.0 15.00
m/z 149.95 12.75%
5000
76.0
) . — L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP©23365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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 12 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.657 7.13 ng/ul 506045  Phenanthrene-d10 16.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 94
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
4 (1R,3aR,5aR,9asS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 49
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45

Abundance Scan 2494 (17.657 min): BP023365.D\data.ms (-2487) (-] | m/z 205.05 100.00%

205.1
57.1
5000
el

flS .0
[ dh hm M\W! HW b \' ‘

|2b61 . 17.50 18.00
oL Ab Aok AL B S0~ 357.24155475.9 548 57.10  67.05%
miz--> 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
1750 1800

m/z 217.20 62.04%

O TTTT "JWH‘! JPhJ!\L“M”‘!‘le'“ J\l "‘ T “ \i\ ‘2!‘7\6\.\0‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0

57.0 17 50 18 OO
5000 m/z 175.10 51.02%
135.0
2[76.0
oL+ J’ N ‘“J J““““‘Im

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 17 50 18.00

m/z 189.10  43.56%

5000
205.0
0 thMnMMMmWH\MxH\ e ‘

=
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121024\
Data File : BP023365.D

Acqg On : 11 Dec 2024 04:02
Operator : RC/JU

Sample : P5111-12

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112624.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|
Ethanol, 2-butoxy- 5.687 2.7 ng/ul 75181 1 7.540 563714 20.0
Benzyl alcohol 7.822 2.3 ng/ul 64480 1 7.540 563714 20.0
Phenol, 2-methoxy- 8.622 6.2 ng/ul 175964 1 7.540 563714 20.0
Ethanol, 1-(2-b... 10.093 3.8 ng/ul 134005 2 10.281 709020 20.0
Vanillin 13.110 2.5 ng/ul 134231 3 14.151 1057150 20.0
Apocynin 14.034 5.7 ng/ul 301026 3 14.151 1057150 20.0
3-Hydroxy-4-met... 14.681 4.4 ng/ul 231645 3 14.151 1057150 20.0
Diethyl Phthalate 14.998 5.8 ng/ul 304918 3 14.151 1057150 20.90
7,9-Di-tert-but... 17.657 7.1 ng/ul 506045 4 16.969 1419580 20.0
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