LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 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-BP082324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21678.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.022 3 6 26 rVB 4150297 5149800 84.72% 5.989%
2 3.275 45 49 56 rVB 72948 98723 1.62% 0.115%
3 3.540 99 94 102 rBV 216815 292438 4.81%  0.340%
4 3.687 115 119 138 rVB 920225 1305592 21.48% 1.518%
5 4.022 172 176 181 rVB 26659 37609 0.62% 0.044%
6 4.681 284 288 290 rBv4 8557 11936 0.20% 0.014%
7 4.805 304 309 315 rBV10 5484 10957 0.18% ©0.013%
8 4.928 325 330 336 rVB 13342 22076 0.36% 0.026%
9 5.893 489 494 501 rVB 36406 55500 0.91% 0.065%
106 6.063 517 523 529 rVB1oO 9571 16961 ©0.28% 0.020%
11  6.499 592 597 604 rVB2 22545 36957 0.61% 0.043%
12 6.793 641 647 654 rBV2 16256 36081 0.59% 0.042%
13 6.958 666 675 689 rBV 1112736 1778956 29.27%  2.069%
14 7.122 697 703 712 rVB 936373 1446098 23.79% 1.682%
15 7.246 720 724 730 rVB6 7208 11307 0.19% 0.013%
16 7.328 730 738 744 rBV 1024583 1686388 27.74% 1.961%
17 7.393 744 749 759 rVB 126818 213989 3.52% 0.249%
18 7.793 809 817 824 rBV 1298000 2073216 34.11% 2.411%
19 7.852 824 827 835 rVvv3 29296 43897 0.72% 0.051%
20 8.105 865 870 871 rBv4 4572 7611 0.13% 0.009%
21 8.152 874 878 882 rVB6 4572 9003 0.15% 0.010%
22 8.487 928 935 944 rBV 1337760 2199551 36.18% 2.558%
23 8.940 1004 1012 1023 rBV 986335 1624920 26.73% 1.890%
24  9.052 1028 1031 1037 rVVv7 6153 12270 0.20% 0.014%
25 9.110 1037 1041 1045 rVB7 8064 12587 0.21% 0.015%
26 9.387 1079 1088 1092 rBv4 13944 23144 0.38% 0.027%
27  9.499 1101 1107 1114 rBV 99970 149361 2.46% 0.174%
28 9.657 1127 1134 1142 rBV 768035 1222460 20.11% 1.422%
29 9.893 1168 1174 1176 rBV7 8855 14774 0.24% 0.017%
30 10.199 1217 1226 1244 rBV 1098583 2078928 34.20% 2.418%
31 10.581 1282 1291 1298 rBV 1587747 2813713 46.29%  3.272%
32 10.704 1305 1312 1331 rBV 1130748 2079228 34.20% 2.418%
33 11.116 1373 1382 1391 rBV5 26698 59963 0.99% 0.070%
34 11.322 1409 1417 1430 rBV 174948 443132  7.29% ©.515%
35 12.010 1528 1534 1538 rBV8 4932 9392 0.15% 0.011%
36 12.169 1553 1561 1570 rBV2 23031 49561 0.82% ©0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 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-BP082324.MA.M
Title : SVOA CALIBRATION
37 12.404 1597 1601 1607 rvVB2 7234 13924 0.23% 0.016%
38 12.798 1662 1668 1677 rVV3 168690 274281 4.51% 0.319%
39 13.040 1703 1709 1711 rBV5 4546 7725 0.13% 0.009%
40 13.122 1717 1723 1727 rVBS 5132 10646 0.18% 0.012%
41 13.175 1727 1732 1734 rBvV4 42725 69905 1.15% ©0.081%
42 13.198 1734 1736 1743 rVB3 52507 78699 1.29% 0.092%
43 13.263 1743 1747 1750 rBV5 11788 17381 0.29% 0.020%
44 13.316 1750 1756 1763 rVB 181190 280835 4.62% 0.327%
45 13.392 1765 1769 1773 rVB6 6914 12387 0.20% 0.014%
46 13.481 1780 1784 1787 rBV4 4487 8676 0.14% 0.010%
47 13.716 1819 1824 1825 rBV5 5730 8512 0.14% 0.010%
48 13.763 1825 1832 1838 rVV 1329937 1833310 30.16% 2.132%
49 13.834 1838 1844 1859 rVV 2007296 3282853 54.01% 3.818%
50 13.957 1863 1865 1875 rVB 5653 11379 0.19% 0.013%
51 14.122 1877 1893 1914 rBV 2360034 3761570 61.88% 4.374%
52 14.287 1914 1921 1926 rBV 85522 130639 2.15% 0.152%
53 14.345 1926 1931 1933 rBV6 9333 15138 ©0.25% 0.018%
54 14.434 1935 1946 1955 rVV 2379207 3821771 62.87% 4.444%
55 14.516 1955 1960 1970 rVB 110906 193659 3.19% 0.225%
56 14.628 1970 1979 1988 rBV 791549 1767418 29.08% 2.055%
57 14.698 1988 1991 1997 rVV 242551 370535 6.10% 0.431%
58 14.769 1997 2003 2011 rVB2 97102 204371 3.36% 0.238%
59 14.857 2014 2018 2025 rVB7 25383 53605 0.88% 0.062%
60 14.951 2030 2034 2035 rV4 5441 7833 0.13% 0.009%
61 14.975 2035 2038 2044 rVB4 17027 27726 0.46% 0.032%
62 15.045 2046 2050 2053 rBV6 4938 9501 0.16% 0.011%
63 15.175 2068 2072 2077 rVB2 19033 27141 0.45% 0.032%
64 15.251 2081 2085 2089 rBV5 10670 17475 0.29% 0.020%
65 15.316 2091 2096 2098 rBv4 12799 22054 0.36% 0.026%
66 15.339 2098 2100 2102 rVB3 9450 7953 0.13% 0.009%
67 15.439 2110 2117 2129 rBV 3207792 4669728 76.82% 5.430%
68 15.551 2130 2136 2144 rBV 640343 983715 16.18% 1.144%
69 15.681 2155 2158 2166 rVB9 15255 30917 0.51% 0.036%
70 15.792 2174 2177 2188 rVB9 22335 44937 0.74% 0.052%
71 15.892 2188 2194 2195 rBV5 9998 16182 0.27% 0.019%
72 15.934 2195 2201 2207 rVB6 35171 77766 1.28% 0.090%
73 16.016 2210 2215 2216 rBV3 34535 46649 0.77% 0.054%
74 16.110 2227 2231 2236 rVB 15735 20892 0.34% 0.024%
75 16.186 2239 2244 2250 rVB1le 19525 37891 0.62% 0.044%
76 16.322 2262 2267 2269 rBV5 11939 18876 0.31% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 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-BP082324.MA.M
Title : SVOA CALIBRATION
77 16.363 2272 2274 2283 rVBle 14273 24891 0.41% 0.029%
78 16.733 2334 2337 2343 rVB8 10102 18784 0.31% 0.022%
79 16.792 2343 2347 2349 rBVS5 10782 17294 0.28% 0.020%
80 16.951 2371 2374 2376 rBV4 6104 8681 0.14% 0.010%
81 17.004 2379 2383 2387 rBv4 19082 29742 0.49% 0.035%
82 17.175 2407 2412 2413 rBVS5S 10564 15177 0.25% 0.018%
83 17.228 2414 2421 2430 rVV 3175837 4504377 74.10% 5.238%
84 17.328 2431 2438 2449 rVV2 2928800 4739919 77.97% 5.512%
85 17.422 2451 2454 2459 rVB6 27221 45652 0.75% 0.053%
86 17.945 2538 2543 2547 rVB 62809 93002 1.53% 0.108%
87 18.169 2576 2581 2587 rBV 278533 422105 6.94% 0.491%
88 18.292 2598 2602 2608 rVB4 50747 69869 1.15% ©0.081%
89 18.586 2649 2652 2655 rBV3 22171 28398 0.47% 0.033%
90 19.098 2727 2739 2745 rBV5 278049 984585 16.20% 1.145%
91 19.151 2745 2748 2752 rVB4 140175 203209 3.34% 0.236%
92 19.233 2759 2762 2763 rBV2 58820 64677 1.06% 0.075%
93 19.492 2803 2806 2814 rBv4 92001 146260 2.41% 0.170%
94 19.698 2835 2841 2850 rVB 4009326 5845989 96.17% 6.798%
95 20.080 2897 2906 2908 rBV2 442559 931406 15.32% 1.083%
96 20.186 2918 2924 2935 rVB5 394606 1174296 19.32% 1.366%
97 21.257 3101 3106 3107 rBv4 232431 365247 6.01% 0.425%
98 21.674 3171 3177 3187 rBV2 3079177 5198381 85.52% 6.045%
99 24.851 3707 3717 3729 rVB 2290054 6078774 100.00% 7.069%
1006 25.086 3747 3757 3772 rVB 1871980 5545746 91.23% 6.449%

Sum of corrected areas: 85990995
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021678.D\data.ms
4000000922

3500000
3000000
2500000

2000000

10.581

1500000 7.793 8.487
10.199 1p.704

6.95
28
1000000 3.687 T 8.940 9.657
500000 5
12.7!
K3-237%f\ 4022 4.68OR8 589863 6.498.79 2 78581 34P19.893 11. 119L 12101060402" |

O\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\ T T T \\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\\\\‘\\\\‘\\\\ \\\‘\\\\ T
Time--> 3.00 3.50 400 450 5.00 550 6.00 650 700 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 12.00 1250

Abundance TIC: BP021678.D\data.ms
4000000 19.p98

21.674
3500000
15.439 17.228

3000000 17.328
2500000 14.124.434
2000000 13.834
1500000 13.763

1000000

500000

o _mg‘é}‘f‘”_HHH‘HH‘HH‘mw‘HWH‘_H‘_‘H_‘H_m_m_m_mw
Time--> 13. 00 13.50 14.00 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: BP021678.D\data.ms

4000000

3500000
3000000 24.851
2500000 5.086
2000000
1500000

1000000

500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.022 49.68 ng/ul 5149800 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (3.022 min): BP021678.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ ‘ ‘ 3.103.203.303.40
Obrbid| 1303 2071 2811  360.142914922549) /) g7 10  28.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000
3.103.203.303.40
m/z 43.10 27.93%
\\“\LU“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
RN ARRRERZC
3.103.203.303.40
5000 m/z 55.10 22.52%
"\J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R EmEaREEE R
73.0 3.103.203.303.40
m/z 71.10 10.83%
5000 J\
\H“‘ et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
P021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library
TIC Integrati

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
on 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

Concentration Rank 7

Peak Number 2 Propylene Glycol

R.T. EstConc Area Relative to ISTD R.T.
3.540 2.82 ng/ul 292438 1,4-Dichlorobenzene-d4 7.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Propylene Glycol 76 C3H802 000057-55-6 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 2-Butanol 74 C4H1e0 000078-92-2 40
Abundance  Scan 94 (3.540 min): BP021678.D\data.ms (-90) (-) m/z 45.10 100.00%
45.1
5000
 AEEEEEEN RS
3.20 3.40 3.60 3.80
obdy 1199 2209 3203 3988 4779842¢ /) 4300 13.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0 J\\
5000 LB L R L U

3.20 3.40 3.60 3.80
m/z 60.95 7.24%

Ay
‘\1f\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0

3.20 3.40 3.60 3.80

5000 m/z 44.00 5.87%
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1085: Propylene Glycol e AAAREaRE T
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.27%

N

A P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 320340360380
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.393 2.06 ng/ul 213989 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 86
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
5 Diethyl carbitol 162 C8H1803 000112-36-7 64
Abundance Scan 749 (7.393 min): BP021678.D\data.ms (-744) (-) m/z 45.10 100.00%
45.1
5000 /\\
T R
|| [roa-r 7.00 7.20 7.40 7.60 7.80
b bl 2089 282.1 3954 46385250  m/z 59.60  39.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\

7.00 7.20 7.40 7.60 7.80
m/z 72.05 32.24%

||| pose
‘\\\\‘ff\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
RRaEE R RaRE R
7.00 7.20 7.40 7.60 7.80
5000 m/z 73.85 20.85%
104.0
l’“",
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)- PR R R
45.0 7.00 7.20 7.40 7.60 7.80

m/z 43.00 13.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.322 3.15 ng/ul 443132  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 70
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 70
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64

Abundance Scan 1417 (11.322 min): BP021678.D\data.ms (-1409) (- m/z 94.00 100.00%

94.0
5000

| 15f -0 11,00 1150
ol SHLLL, | 21502808 3813 4649 5460y ; 77.e5  24.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50

m/z 78.00 14.71%

" 15‘2.0
\\‘
‘\\\f‘\\1f‘\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0

1100 1150
5000 m/z 152.00 13.92%
152.0
31. \
_‘Mwmm‘ph“_‘u“H‘,H‘w“u“H‘_“w“u‘u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0 1100 1150

m/z 108.10  13.76%

5000
152.0
wM ﬂ' l

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Caryophyllene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.763 9.59 ng/ul 1833310  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 95
2 Caryophyllene 204 C15H24 000087-44-5 94
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 90
4 Caryophyllene 204 C15H24 000087-44-5 87
5 1R,3Z,95-4,11,11-Trimethyl-8-met... 204 C15H24 1000159-39-4 86

Abundance Scan 1832 (13.763 min): BP021678.D\data.ms (-1825) (- m/z 93.05 100.00%

93.0
5000
61.2

‘ \ “ ‘ 13.50 14.00
ol ikl AU»M )|, 2511 3268 42874909549, .., 91 g5  95.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80124: Caryophyllene
41.0
133.0
5000 A T
13.50 14.00

m/z 79.10  82.85%

L 2o
‘\H#l\‘ \lH\“H\‘\Hl‘\\\\‘\\\\‘\\\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #80121: Caryophyllene
93.0 A
1350 14.00
5000 ITI z 69.05 75.46%
161.0
i 11
\HH* v“*‘*'*‘ ‘\“*i**\HH\\mewHwmw”w”w”w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-r 4
41.0 1350 1400

m/z 41.05 69.63%

133.0
5000
W || 2040
. 2 T

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.098 4.37 ng/ul 984585  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 (E)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-18-2 68
3 (R)-2-((4aS,8aR)-4a-Methyl-8-met... 220 C15H240 028102-68-3 64
4 (3S,5R,8S)-3,8-Dimethyl-5-(prop-... 218 C15H220 018374-76-0 60
5 2-Methyl-2-bornene 150 C11H18 072540-93-3 44

Abundance Scan 2739 (19.098 min): BP021678.D\data.ms (-2727) (- m/z 205.20 100.00%
81. 205.2

5000

S
H 19.00 19.50
AL 5322 m/z 81.85 99.66%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0

5000

266.8 339.4

—
19.00 19.50
m/z 55.10  98.50%

hi”\"”f“ﬁ\“#
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96845: (E)-2-((8R,8aS)-8,8a-Dimethyl-3,4,6,7,8,8a-hexa
218.0
105.0

7
19.00 19.50
5000 m/z 95.10 92.51%

41.0
\ MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #99362: (R)-2-((4aS,8aR)-4a-Methyl-8-methylene-1,4,4a, e —
105.0 205.0 19.00 19.50

m/z 107.05 76.77%

5000 L0 J\/v\wv
| “ M’l L J Ll \ |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Lupeol, methyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.080 3.58 ng/ul 931406  Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol, methyl ether 440 C31H520 025279-38-3 78
2 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1000513-01-7 49
3 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 46
4 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-4 45
5 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 43

Abundance Scan 2906 (20.080 min): BP021678.D\data.ms (-2897) (- m/z 190.15 100.00%
190.2
81.0

=

281.1 20.00

m/z 135.05 93.39%

5000
u \ 379.3440.4503.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #322339: Lupeol, methyl ether
95.0 189.0
5000 ‘20‘00‘ ‘
4400 m/z 81.05 79.27%
29. H M } 257.0 329.0 }
U UTTAY it \

H‘H\ H\wH\WHH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #331420: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0

%

20.00

5000 m/z 189.20  71.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0

430 1210
l\\l ‘i “ 49.0 o 393.0 468.0
\

%

20.00
m/z 55.10 70.62%

5000

43.0 109.0
Hliass

L } |, B325.0 393.0 468.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.186 4.52 ng/ul 1174300 Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-0l, acetate, (3.... 468 C32H5202 001617-68-1 43
2 7-Octylidenebicyclo[4.1.0]heptane 206 C15H26 082253-11-0 43
3 Epilupeol; 20(29)-Lupen-3alpha-o... 440 C31H520 1000513-01-9 42
4 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 41
5 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 35

Abundance Scan 2924 (20.186 min): BP021678.D\data.ms (-2918) (- m/z 190.20 100.00%

190.2
95.1

=

5000
I I
271.1 20.00 20.50
37

3551 440.3
374 04.0 m/z 135.05  88.00%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #331402: Lup-20(29)-en-3-ol, acetate, (3.beta.)-

\n\

%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #322346: Epilupeol; 20(29)-Lupen-3alpha-ol, methyl ethe
189.0

43.0 189.0
121.0 ’
5000 T
20.00 20.50
m/z 207.10 83.51%
‘\ ’}2490 70 4680
‘\\‘\’\\H\\\‘\\\\‘\L“\\‘i\ﬂ\\\\\‘l\l\‘\\"‘\\\\‘J\\‘\\\‘\\\\“\‘l\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82898: 7-Octylidenebicyclo[4.1.0]heptane
135.0
—r —r
67. 20.00 20.50
5000 ITI/Z 95.10 79.45%
1 e J\[\%

20.00 20.50
12110 m/Z 189.15 77 .84%
440.0
257.0
- ‘,\“h{”\}“ M“““'Szgo‘* A M-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021678.D

Acqg On : 27 Aug 2024 19:43
Operator : RC/JU

Sample : P3675-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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|
Butane, 2-metho... 3.022 49.7 ng/ul 5149800 1 7.793 2073220 20.0
Propylene Glycol 3.540 2.8 ng/ul 292438 1 7.793 2073220 20.0
Ethanol, 2-(2-e... 7.393 2.1 ng/ul 213989 1 7.793 2073220 20.90
1-Phenoxypropan... 11.322 3.1 ng/ul 443132 2 10.581 2813710 20.0
Caryophyllene 13.763 9.6 ng/ul 1833310 3 14.434 3821770 20.0
5-Bromo-4-oxo-4... 19.098 4.4 ng/ul 984585 4 17.228 4504380 20.0
Lupeol, methyl ... 20.080 3.6 ng/ul 931406 5 21.674 5198380 20.0
unknown-01 20.186 4.5 ng/ul 11743060 5 21.674 5198380 20.0
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