LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

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-BP071223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@16272.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 27 rVB 45982 78160 0.91% 0.082%
2 3.746 93 95 119 rBV 198713 553623 6.46% 0.584%
3  3.940 124 128 137 rVB 28322 59045 0.69% 0.062%
4 4A.046 142 146 154 rVB 79398 121713  1.42% 0.128%
5 4.446 209 214 230 rVB3 44980 102951 1.20% ©0.109%
6 5.458 382 386 395 rVB6 8954 19668 ©0.23% 0.021%
7 5.975 468 474 479 rVWW 299990 528651 6.17% ©.557%
8 6.016 479 481 507 rVB 127209 392120 4.58% 0.413%
9 6.593 573 579 593 rBvV 106863 256713 3.00% 0.271%
106 7.175 668 678 691 rBV3 139067 452099 5.28% 0.477%
11  7.287 691 697 716 rVB 748878 1614548 18.85% 1.702%
12 7.499 726 733 752 rBV 592371 1488491 17.38% 1.569%
13 7.669 759 762 768 rVB7 9588 20358 0.24% 0.021%
14 7.957 803 811 819 rBV 665419 1510566 17.63% 1.593%
15 8.016 819 821 836 rVB2 99374 234897 2.74%  0.248%
16 8.275 860 865 866 rBV2 23464 32707 0.38% 0.034%
17 8.616 914 923 931 rBV3 24253 66342 0.77% 0.070%
18 8.704 931 938 954 rVV2 467590 1416020 16.53% 1.493%
19 8.822 954 958 979 rVB 92776 225547 2.63% 0.238%
20 9.069 994 1000 1007 rBV 581760 1065595 12.44% 1.123%
21 9.146 1007 1013 1019 rBV 893577 1808866 21.12% 1.907%
22 9.310 1035 1041 1057 rVB2 76234 265521 3.10% 0.280%
23 9.469 1063 1068 1073 rVB5 25220 43554 0.51% ©0.046%
24 9.581 1082 1087 1091 rBV5 10140 23868 0.28% 0.025%
25 9.751 1110 1116 1120 rBV8 12534 25940 0.30% 0.927%

26 9.875 1130 1137 1157 rBV 624899 1640921 19.16%
27 10.028 1157 1163 1182 rVB 266499 517214 6.04%
28 10.169 1182 1187 1193 rVB4 19942 33706  ©.39%

NOO®OO®R
(O]
w
(o))
R

29 10.263 1195 1203 1221 rBV2 202386 479788 5.60% 5067%
30 10.446 1227 1234 1260 rBV 553571 2232893 26.07% 354%
31 10.628 1261 1265 1272 rVB2 68926 127734  1.49% ©0.135%
32 10.775 1282 1296 1297 rBV 1424188 2819268 32.91% 2.972%
33 10.957 1314 1321 1334 rBV 610718 1965646 22.95% 2.072%
34 11.057 1334 1338 1354 rVB 302811 740653 8.65% ©0.781%
35 11.222 1364 1366 1376 rVB10O 9277 23123 0.27% 0.024%
36 11.346 1383 1387 1391 rBV 12011 23348 0.27% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

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-BP071223.MA.M
Title : SVOA CALIBRATION
37 11.410 1393 1398 1404 rVV3 11264 26055 0.30% 0.027%
38 11.540 1414 1420 1427 rBV3 14142 43124 0.50% 0.045%
39 11.928 1481 1486 1491 rBv2 35272 69164 0.81% 0.073%
40 12.004 1496 1499 1504 rVB3 11807 20992 0.25% 0.022%
41 12.169 1518 1527 1539 rVB4 21267 58458 0.68% 0.062%
42 12.422 1566 1570 1579 rBv2 14241 32856 0.38% 0.035%
43 12.504 1579 1584 1591 rVB2 46534 78975 0.92% 0.083%
44 12.628 1601 1605 1614 rVB2 11753 24075 0.28% 0.025%
45 12.951 1652 1660 1686 rBv2 112910 413143 4.82% 0.436%
46 13.145 1688 1693 1697 rVV2 25892 49776 0.58% 0.052%
47 13.198 1697 1702 1719 rVB 285522 492735 5.75% ©.519%
48 13.481 1744 1750 1759 rBV3 34466 68594 0.80% 0.072%
49 13.640 1764 1777 1801 rBv2 97372 523053 6.11% 0.551%
50 13.839 1807 1811 1814 rBV3 20668 31836 0.37% 0.034%
51 13.869 1814 1816 1821 rVB3 23992 28029 ©0.33% 0.030%
52 14.028 1836 1843 1854 rVV 2211605 4026466 47.01% 4.245%
53 14.110 1854 1857 1868 rVB3 89164 156033 1.82% 0.165%
54 14.304 1883 1890 1907 rBV 3069772 4901783 57.23% 5.168%
55 14.475 1914 1919 1931 rVB 15291 43742 0.51% ©0.046%
56 14.604 1931 1941 1951 rBV 2337296 3852101 44.97% 4.061%
57 14.851 1979 1983 1995 rVB5 10446 22736 0.27% 0.024%
58 15.057 2013 2018 2024 rBV7 35039 85789 1.00% 0.090%
59 15.145 2029 2033 2039 rVV6 26203 56725 0.66% 0.060%
60 15.210 2039 2044 2054 rVV6 23997 64779 0.76% ©.068%
61 15.292 2054 2058 2064 rVB2 19307 33767 ©0.39% 0.036%
62 15.381 2069 2073 2079 rVB3 26204 45413 0.53% 0.048%
63 15.445 2079 2084 2095 rBV2 52336 94074 1.10% 0.099%
64 15.610 2105 2112 2128 rBV 3114364 6211365 72.51% 6.548%
65 15.816 2140 2147 2170 rBV2 315281 1243905 14.52% 1.311%
66 15.969 2170 2173 2177 rVV2 47118 87301 1.02% 0.092%
67 16.004 2177 2179 2190 rVB2 33350 60273 0.70% 0.064%
68 16.516 2255 2266 2267 rBV2 26324 54695 0.64% 0.058%
69 16.639 2283 2287 2302 rVB 30096 82631 0.96% 0.087%
70 16.763 2303 2308 2309 rBv4 18473 25009 0.29% 0.026%
71 17.375 2405 2412 2424 rBV 3039234 4645010 54.23% 4.897%
72 17.480 2424 2430 2456 rVV 3415578 6982335 81.51% 7.361%
73 17.651 2456 2459 2464 rVV2 34102 59160 0.69% 0.062%
74 17.704 2464 2468 2473 rVB2 23212 39166 0.46% 0.041%
75 17.839 2487 2491 2497 rBV7 12508 26229 0.31% 0.028%
76 18.010 2515 2520 2535 rBV 3516295 4459348 52.06% 4.701%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

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-BP071223.MA.M
Title : SVOA CALIBRATION
77 18.245 2556 2560 2566 rVV6 29722 51669 0.60% 0.054%
78 18.322 2569 2573 2582 rVB 25873 53760 0.63% 0.057%
79 18.439 2589 2593 2597 rBV2 31902 50228 0.59% 0.053%
80 18.480 2597 2600 2606 rVB3 30547 48068 0.56% ©0.051%
81 18.916 2670 2674 2677 rBV 47743 61567 0.72% 0.065%
82 18.957 2677 2681 2686 rVB 103459 126262 1.47% 0.133%
83 19.292 2734 2738 2744 rBV 58964 89938 1.05% 0.095%
84 19.375 2748 2752 2758 rVB2 50849 85020 0.99% 0.090%
85 19.463 2764 2767 2775 rBV3 54539 97068 1.13% 0.102%
86 19.592 2785 2789 2797 rBV 208058 258923 3.02% 0.273%
87 19.710 2803 2809 2832 rBV 4624302 8565741 100.00% 9.031%
88 19.992 2852 2857 2860 rBV 703059 758476  8.85% ©.800%
89 20.027 2860 2863 2873 rVB 1388855 1643890 19.19% 1.733%
90 20.180 2887 2889 2892 rBV2 22737 19689 0.23% 0.021%
91 20.939 3014 3018 3020 rBV 327449 332419 3.88% 0.350%
92 20.974 3020 3024 3029 rVB 675160 732062 8.55% 0.772%
93 21.116 3046 3048 3052 rVB4 62969 72431 ©0.85% 0.076%
94 21.239 3065 3069 3079 rBV 243168 463091 5.41% 0.488%
95 21.474 3104 3109 3122 rBV2 2596481 5305164 61.93% 5.593%
96 21.827 3166 3169 3171 rBV 172439 184739 2.16% 0.195%
97 21.863 3171 3175 3179 rVB 365580 435694 5.09% 0.459%
98 22.892 3346 3350 3357 rVB 275682 408243 4.77%  0.430%
99 23.792 3496 3503 3522 rVB2 3257923 7656547 89.39% 8.072%
100 23.962 3525 3532 3557 rVB 1631593 5018516 58.59% 5.291%

Sum of corrected areas: 94851762
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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
Abundance TIC: BP016272.D\data.ms
4000000
3000000
2000000
10.775
1000000 7.287, 9.146
499 795 8704 069 9875 10 446 10.957
3.746 5975 71 11.057
o281 7139496 4446 5458 Of16  6.593 669 1§ 2758.6f @my 1@ 122728640
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\\ \\\\\\\\\\ T \\\\\‘\\\\\\\\ \\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 700 750 800 850 9.00 9.50 10.00 10. 50 11 00 11.50
Abundance TIC: BP016272.D\data.ms
19.y10
4000000
17.480 18.010
14.304 15.610 17.375
3000000
14.028 14.604
2000000
20.027
1000000 19.992
5.816
REPasy 20 951050 0 110 7 sasmRRs> 1D 18IS gﬂ@m apgiteadit 20100
R e e e T T T T e T T T e T T
Time--> 12.00 1250 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 TIC: BP016272.D\data.ms
4000000 23.792
3000000 el
2000000
1000000
N\
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.975 7.00 ng/ul 528651 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 95
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 91
5 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 90
Abundance Scan 474 (5.975 min): BP016272.D\data.ms (-468) (-) m/z 54.95 100.00%

55.0
5000

5.60 5.80 6.00 6.20

Ol Ad 1 1184.0 2090 283.03483 4285489.65481  n/; 41.95 70.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3564: Cyclohexanone
55.0
5000 NN R R RN
5.60 5.80 6.00 6.20
’ m/z 97.95  38.38%
O‘\\\\“l\\J\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3561: Cyclohexanone
55.0

5.60 5.80 6.00 6.20
5000 m/z 41.00 32.87%

0‘} ",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#3562: Cyclohexanone R ARRNEEEEEEes
55.0 5.60 5.80 6.00 6.20

m/z 39.00  26.36%

5000
}\ “ !

R RS T T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550  5.60 5.80 6.00 6.20
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Data File : BP@16272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 2 Ethanol, 2-butoxy- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.016 5.19 ng/ul 392120 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 59

5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53

Abundance Scan 481 (6.016 min): BP016272.D\data.ms (-479) (-) m/z 57.00 100.00%
57.0
5000 k
RERE  RRARREERSS
‘ 560 5.80 6.00 6.20 6.40
Ol b 18,9 207.92668  355.0414.7 4801 5470 v 7 45.00  40.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 BEEER R R
5.60 5.80 6.00 6.20 6.40
m/z 41.00 31.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10024: Ethanol, 2-butoxy-
57.0
 ABEReREERSSeC s
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.00 22.30%
L L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy- IRRESEEREREESEES L
57.0 5.60 5.80 6.00 6.20 6.40
m/z 75.00 7.30%
5000
m/z--> 0 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 : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 3 2-Propanol, 1-butoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.593 3.40 ng/ul 256713 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 59
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 47
Abundance Scan 579 (6.593 min): BP016272.D\data.ms (-573) (-) m/z 56.95 100.00%
57.0
5000 LJL
117.0 R RaR RN e
l 190.8 6.20 6.40 6.60 6.80 7.00
ol hllid L 1998 2809 354.8414.8 480.2541L.7 ./, 45 00 94.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000 BEEEN AN R
6.20 6.40 6.60 6.80 7.00
m/z 43.00 53.74%
O‘JJJI#WI}[]_?;O’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15681: Di-sec-Butyl ether
45.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 40.95 51.51%
oMls-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15682: Di-sec-Butyl ether R A RAAEREEE e
45.0 6.20 6.40 6.60 6.80 7.00
m/z 86.95 34.29%
5000
ohllhs'o, e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71723\
Data File : BP@16272.D

Acqg On : 18 Jul 2023 01:46

Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.MA.M
: 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-Hexanol, 2-ethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.016 3.11 ng/ul 234897 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
3 Decyl heptyl ether 256 C17H360 1000406-39-1 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 821 (8.016 min): BP016272.D\data.ms (-819) (-) m/z 57.00 100.00%
57.0
5000 A}L
BARERREELS SEESESR S
‘ i 132.7 207.9 7.60 7.80 8.00 8.20 8.40
obAdbli23el 2079 294535694204 S071  m/z 41.00 43.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 I L L B
7.60 7.80 8.00 8.20 8.40
m/z 43.00 35.17%
O \”\H\‘\!‘\‘}\J‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
R RRA RS
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.00 28.11%
ARLINTE: R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143658: Decyl heptyl ether AR
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 21.64%
5000
| Jﬂ | 1400
O e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 Phenol, 2-methoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.069 14.11 ng/ul 1065600 1,4-Dichlorobenzene-d4 7.957

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 1000 (9.069 min): BP016272.D\data.ms (-994) (-) m/z 108.95 100.00%

109.0
5000

SN NS —
5]“-0 8.80 9.00 9.20 9.40
\

b L 206.9 28103409 4111 489.98491 ./, g1 gp  80.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
109.0
AN

o

5000 AN AR AR R
8.80 9.00 9.20 9.40
27.0 m/z 124.00 76.50%
O\HL““”W{'Hv‘H‘M‘H\H“M‘H\H‘w“H\H‘w‘H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-
109.0
8%09609509&0
5000 ITI z 52.95 23.04%
53* .0
O\H“LLL”W N A R S L LA AN AR AN SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11911: Phenol, 2-methoxy- o RRRES LR R
109.0 8.80 9.00 9.20 9.40

m/z 50.95 14.01%

5000
27.0
Hl‘xm

A T e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:28 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ 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 6 Ethanol, 2-(hexyloxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.310 3.52 ng/ul 265521 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 64
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 53
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 43
4 4-Methylpentan-2-yl propyl carbo... 188 C10H2003 1000372-81-8 40
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 35

Abundance Scan 1041 (9.310 min): BP016272.D\data.ms (-1035) () | m/z 42.95 100.00%
43.0

5000

%

R A
“ 1151 Ja1o 9.00 9.20 9.40 9.60
ol Alllii22 " 2050 2810 3550 4393 5083 ./, g5 00  56.152

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
5000 L B R L B R
9.00 9.20 9.40 9.60
m/z 45.00 40.97%
HM H\l‘\ll?.o
O‘\\\‘!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%.

Abundance #25543: Ethanol, 2-(hexyloxy)-
43.0
R ARBRRmsmEESEEL
9.00 9.20 9.40 9.60
5000 ITI/Z 41.00 37.71%
s
e Sa s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-  AREmeEET R Sats
43.0 9.00 9.20 9.40 9.60
m/z 57.00 24.65%
B NmewnuJ\j\\M%mwwwmw
o_‘”m“‘IH‘W‘HH‘HH‘mWm‘uu‘mWm_m_ e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 Ethyl acetoacetate ethylene... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.028 3.67 ng/ul 517214  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 86
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 586 C26H50014 1000351-90-3 72
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 59
4 1,3-Dioxolane-2-pentanol, 2-methyl- 174 C9H1803 036651-23-7 56
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Ace... 542 C24H46013 1000351-90-4 56

Abundance Scan 1163 (10.028 min): BP016272.D\data.ms (-1157) (- m/z 87.00 100.00%
87.0

—

5000
T T
159.0 10.00
Ob bk iy | 220.8282.8340.7 4428 5362 /7 43.00  55.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49507: Ethyl acetoacetate ethylene acetal
87.0
5000 — :
10.00
29 m/z 159.00 12.35%
’ 159.0
O‘\‘\“\‘\\"“\1\‘\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345959: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyloxyethoxy)e
87.0
T T
10.00
5000 m/z 42.00 7.75%

28% 11 1750 2630

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

Abundance #115349: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace — ‘
87.0 10.00

m/z 89.00 7.44%

o

-

5000

—

15.0 74.0
R =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

A
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 Acetic acid, phenylmethyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.263 3.40 ng/ul 479788 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 97
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 94
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 87
5 Acetic acid, phenylmethyl ester 150 CSH1e02 000140-11-4 83
Abundance Scan 1203 (10.263 min): BP016272.D\data.ms (-1195) (- | m/z 108.00 100.00%
108.0
43.0
5000
—— P
I M ” l _ 10.00 10.50
oww\m‘ L2070 28093411 429.2487.3548.  n/z 90.95  78.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28360: Acetic acid, phenylmethyl ester
108.0
5000 s e
10.00 10.50
J m/z 43.00 56.64%
OJWI"’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28362: Acetic acid, phenylmethyl ester
108.0
=~ =
43.0 10.00 10.50
5000 m/z 90.00 45.70%
o”l\’J,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28363: Acetic acid, phenylmethyl ester — Pt
108.0 10.00 10.50

m/z 78.95 34.06%

43.0
5000
0 \‘HH ey P

m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:32 2023 Page: 12



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Library Search Compound Report

Data File : BP@16272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 9 unknown-01 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.057 5.25 ng/ul 740653  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-pentenyl ester,... 156 C9H1602 042125-13-3 47

2 Ethane-1,1-diol dibutanoate 202 C1eH1804 025572-25-2 47
3 1-Methylpentyl isobutyrate 172 C10H2002 1000429-31-7 43
4 Butyric acid, 4-pentadecyl ester 298 C19H3802 1000280-57-4 43
5 4-Heptanone 114 C7H140 000123-19-3 38

Abundance Scan 1338 (11.057 min): BP016272.D\data.ms (-1334) (- m/z 43.00 100.00%

43.0
5000
115.0
T T
\ ’ 11.00
ol bbbl . 2070 2811 35514139 5052  m/z 71.00 76.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33873: Butanoic acid, 2-pentenyl ester, (2)-
71.0
5000
11.00

m/z 69.00 62.80%

UL, 160
O\\\\l[“\ \‘1‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77317: Ethane-1,1-diol dibutanoate
71.0
T \
11.00
5000 ITI/Z 115.00 32.93%
om‘mu"""Wm_m""""H,w_m‘www
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47007: 1-Methylpentyl isobutyrate = ‘
43.0 11.00
m/z 41.00 26.74%
5000
115.0
ouh““Mu“‘“"wwm""""wwwwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:33 2023 Page: 13



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP071723\

Data File : BP@16272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071223.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 10 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.951  2.15 ng/ul 413143 Acenaphthene-dle 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 Cl6H3@04 006846-50-0 78

000097-85-8 50
1000309-15-7 47
000819-97-6 42
1000280-57-4 38

2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602

3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S
4 Butanoic acid, 1-methylpropyl ester 144 C8H1602

5 Butyric acid, 4-pentadecyl ester 298 C19H3802

Abundance Scan 1660 (12.951 min): BP016272.D\data.ms (-1652) (- m/z 71.00 100.00%

71.0
5000
S

| l“l 1539 500 3269 41514718 546. 13.00
H\“”\l\\\"‘\\\\‘\"“H‘H‘H\'\‘HH‘H\.\‘HH‘H.H‘H\.\‘HH"\‘ m/z 43.00 82.93%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0

5000

o

m/z 55.95 31.86%

\“\M\‘l‘{\\ ‘\Ll\l‘\l\\\‘]‘-‘\7\‘3\-\0‘\\2\4\3‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0

o

13.00
5000 m/z 40.95 29.03%
0 ‘”‘ll_“\“1‘2‘9‘-9‘”“‘H‘_"w‘m_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester —
71.0 13.00
m/z 83.00 28.50%
) Ju
0 m\\"‘}u I SO .- N A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:35 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

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-BP071223.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 11 Butanoic acid, butyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.198 2.56 ng/ul 492735  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
2 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64

000097-85-8 59
000097-87-0 59

4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602

Abundance Scan 1702 (13.198 min): BP016272.D\data.ms (-1697) (- m/z 71.00 100.00%

71.0
5000

173 1&00 1&50

1
o bhdu o | 26683280 4154 5054  n/z s55.95  84.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24132: Butanoic acid, butyl ester
71.0
5000 = —
13.00 13.50

m/z 43.00 81.04%

0 H ‘L || 144.0
‘\\\ ’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47016: Butanoic acid, hexyl ester

43.0

1300 1350
5000 m/z 88.95 58.95%

‘ \JJ}'O
O

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

Abundance #24133: Butanoic acid, butyl ester = T
71.0 13.00 13.50

m/z 41.00 31.70%

) o

L ———
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 1350

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:36 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 12 Vanillin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.640 2.72 ng/ul 523053  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
4 Vanillin 152 C8H803 000121-33-5 93
5 Vanillin 152 C8H803 000121-33-5 93

Abundance Scan 1777 (13.640 min): BP016272.D\data.ms (-1764) (| | m/z 151.00 100.00%
1

51.0
5000 81.0

B S
| H _ 1350 14.00
phla L)) 2089 280.9341.6400.8 474.8 546 /7 151 .95  90.30%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0

5000 . e
81.0 13.50 14.00

m/z 80.95 38.85%

“J|h“h.“"‘\‘l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0

] T
13.50 14.00

o

o

5000 m/z 109.00 25.64%
81.0
ofﬁﬁthhW(LM“‘W“”\”“V“W‘”‘\”“W‘”\‘”‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy- P P
151.0 13.50 14.00

m/z 53.00 18.89%

5000
il M
lsfﬂ. JI} 1 ‘ l |

r \ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:38 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 13 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.010  19.20 ng/ul 4459350  Phenanthrene-di10 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 60
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
5 (1R, 3aR,5aR,9aS)-1,4,4,7-Tetrame... 228 C15H240 104188-25-2 43

Abundance Scan 2520 (18.010 min): BP016272.D\data.ms (-2515) (| | m/z 57.00 100.00%
57.0
205.1
5000
T T
e |
0 HHH! L‘M“‘JU*L“‘!‘mr*”;“mw"\ I 2761 3550 4291 8133 1/, 205.16  77.79%
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 i
18.00
m/z 55.00 57.98%
lﬁ350
0“‘WWMWMM 276.0
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
T T
18.00
5000 m/z 41.00 52.51%
205.0
0 "He»\h\kmJm‘xnkwﬂwlww‘“‘ ! | 1A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4 —— ‘
43.0 205.0 18.00
m/z 217.05 48.487%
5000
121.0 \
0 “m““MhLJmm‘\J e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

SFAM-EPA-BP071223.MA.M Tue Jul 18 10:38:39 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 14 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.992 2.86 ng/ul 758476  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 42
2 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 32
3 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 30
4 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 10
5 1-Pentanamine, N-(1-methylethyl)... 158 C8H18N20 028023-77-0 9
Abundance Scan 2857 (19.992 min): BP016272.D\data.ms (-2852) (| m/z 43.00 100.00%
43.0
5000 183.2 A/\\
—
} Hlﬁ 0 2851 20.00
Ob bbbl Lyl 2851341584009 47495336 ./, 183.20  47.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165952: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)
43.0 183.0
5000 1
20.00
’ 243.0 m/z 158.95 35.76%
O“‘”ll“\lmhl\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331810: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0
—
20.00
5000 159.0 m/z 57.00 30.84%
ol “Wu NELE N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 L
Abundance #331811: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me e
43.0 20.00
159.0 m/z 97.95 24.98%
5000 /Jk
295.0
ok ‘\H“LMZZNJ?’WO BUe
m/z--> 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\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier:

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

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

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 unknown-©3 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.027  6.20 ng/ul 1643890 Chryseme-di2 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 CisH3eod 001678-45-1 43

2 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 43
3 Dodecanoyl chloride 218 C12H23Cl0 000112-16-3 10
4 Thioacetic acid, S-(5-acetylthio... 234 C9H1403S2 1000185-15-4 10
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9
Abundance Scan 2863 (20.027 min): BP016272.D\data.ms (-2860) (- | m/z 43.00 100.00%
43.0
5000
183.2
T T
Wividh o
obbbaddil i1l 2552 3269 40094621 5333 ./, 183.20  30.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165952: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)
43.0 183.0
5000 s :
20.00
’ ‘24&0 m/z 159.00 29.38%
O “”1JH\I“hlll\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165946: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 183.0
T T
20.00
5000 ITI/Z 98.00 19.03%
M.
: \H,MH‘A L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96392: Dodecanoy! chloride — ‘
43.0 20.00
m/z 57.00 17.28%
5000
112.0 183.0
0 ‘I"H"A*\\ L e
m/z--> 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\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS vial : 29 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 16 Myristin, 2,3-diaceto-1- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.974 2.76 ng/ul 732062  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 83
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 40
3 2,3-Dihydroxypropyl 12-methyltri... 386 C21H3806 1000488-66-8 36
4 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 22
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10
Abundance Scan 3024 (20.974 min): BP016272.D\data.ms (-3020) (- m/z 43.00 100.00%
43.0
5000 159.0
Lp ‘ 21.00
227.1 .
0 ‘m‘H“hnp“‘bu“wu £ 0201 4008 47615332 /7 159.00  41.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292476: Myristin, 2,3-diaceto-1-
43.0
5000 159.0 o
21.00
m/z 211.20  24.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292475: Myristin, 1,3-diaceto-2-
43.0
T ‘ T T /
21.00
5000 159.0 m/z 98.00  22.98%
Jilloe gm0 mo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292482: 2,3-Dihydroxypropyl 12-methyltridecanoate, 2A P
43.0 159.0 21.00
m/z 55.00 17.89%
5000
283.0
0 H“H‘www‘ s!w“ M %?L_Jm,ew 7 e — -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071723\
Data File : BP016272.D

Acqg On : 18 Jul 2023 01:46
Operator : MA/JU

Sample : 03423-11

Misc

ALS Vvial : 29 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 5.975 7.0 ng/ul 528651 1 7.957 1510570 20.0
Ethanol, 2-butoxy- 6.016 5.2 ng/ul 392120 1 7.957 1510570 20.0
2-Propanol, 1-b... 6.593 3.4 ng/ul 256713 1 7.957 1510570 20.0
1-Hexanol, 2-et... 8.016 3.1 ng/ul 234897 1 7.957 1510570 20.90
Phenol, 2-methoxy-  9.069 14.1 ng/ul 1065600 1 7.957 1510570 20.0
Ethanol, 2-(hex... 9.310 3.5 ng/ul 265521 1 7.957 1510570 20.0
Ethyl acetoacet... 10.028 3.7 ng/ul 517214 2 10.775 2819270 20.0
Acetic acid, ph... 10.263 3.4 ng/ul 479788 2 10.775 2819270 20.0
unknown-01 11.057 5.3 ng/ul 740653 2 10.775 2819270 20.0
2,2,4-Trimethyl... 12.951 2.1 ng/ul 413143 3 14.604 3852100 20.0
Butanoic acid, ... 13.198 2.6 ng/ul 492735 3 14.604 3852100 20.0
Vanillin 13.640 2.7 ng/ul 523053 3 14.604 3852100 20.0
7,9-Di-tert-but... 18.010 19.2 ng/ul 4459350 4 17.375 4645010 20.0
unknown-02 19.992 2.9 ng/ul 758476 5 21.474 5305160 20.0
unknown-03 20.027 6.2 ng/ul 1643890 5 21.474 5305160 20.0
Myristin, 2,3-d... 20.974 2.8 ng/ul 732062 5 21.474 5305160 20.0
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