LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc :

ALS Vvial : 43 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18939.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.152 8 11 19 rVB 41152 55764 ©0.69% 0.083%
2 3.258 26 29 32 rBv2 29837 41236 0.51% 0.061%
3 3.299 32 36 49 rVB 222734 298185 3.69% 0.444%
4 3.605 85 88 92 rVB2 21484 27002 0.33% 0.040%
5 3.681 97 101 106 rBV 374926 522909 6.48% 0.779%
6 3.728 106 109 115 rVB 74461 99390 1.23% 0.148%
7 3.905 136 139 145 rVB2 19356 28960 0.36% 0.043%
8 3.987 149 153 161 rVB2 33258 57213 0.71% 0.085%
9 4.105 168 173 178 rBV 56816 82301 1.02% 0.123%
10 4.152 178 181 188 rVB2 14799 23144 0.29% 0.034%
11  4.270 197 201 208 rVB 105003 135684 1.68% 0.202%
12 4.340 209 213 217 rVB3 21467 27471 0.34% 0.041%
13 4.452 228 232 238 rVB 98528 124832 1.55% 0.186%
14  4.523 239 244 252 rBV2 31491 65706 ©0.81% ©.098%
15 4.911 305 310 320 rVB 199571 287234  3.56% 0.428%
16 5.499 404 410 415 rBV 19372 31755 0.39% 0.047%
17 5.775 454 457 462 rVB4 10997 15813 0.20% 0.024%
18 6.481 572 577 585 rVB5 9654 19031 0.24% 0.028%
19 6.846 635 639 645 rBV7 7419 11262 0.14% 0.017%
20 7.011 656 667 675 rVB 263856 453843 5.62% 0.676%
21 7.169 687 694 702 rVB 902125 1415178 17.53% 2.107%
22 7.364 717 727 737 rBV 943283 1483790 18.38% 2.210%
23 7.446 737 741 745 rVB6 10284 16429 0.20% 0.024%
24 7.587 760 765 769 rBV7 7028 14946 0.19% 0.022%
25 7.828 798 806 813 rBV 726129 1118594 13.86% 1.666%
26 7.899 813 818 824 rVB7 8871 16839 0.21% 0.025%
27 8.087 845 850 856 rvvo 9222 19406 0.24% 0.029%
28 8.175 860 865 872 rVW3 10787 17926 0.22% 0.027%
29 8.546 921 928 939 rBV 695732 1147527 14.22% 1.709%
30 8.658 942 947 951 rW 27451 40944 0.51% 0.061%
31 8.752 961 963 968 rvB6 7574 10374 0.13% 0.015%
32 8.946 990 996 998 rBV2 22666 36315 0.45% 0.054%
33 8.993 998 1004 1012 rVB 1056718 1693998 20.99% 2.523%
34 9.122 1021 1026 1030 rBV5 8001 15825 0.20% 0.024%
35 9.228 1035 1044 1052 rVvV 97586 173327 2.15% 0.258%
36 9.552 1093 1099 1103 rvv8 8501 18215 ©0.23% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc :

ALS Vvial : 43 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 9.710 1116 1126 1138 rBV 801091 1369028 16.96% 2.039%
38 9.893 1151 1157 1161 rBV9 5539 11934 0.15% 0.018%
39 10.252 1209 1218 1225 rBV 1231302 2060415 25.53% 3.068%
40 10.552 1265 1269 1272 rBV6 5256 8420 0.10% 0.013%
41 10.622 1272 1281 1288 rVV 860238 1402950 17.38% 2.089%
42 10.769 1298 1306 1326 rBV 1026472 1790192 22.18% 2.666%
43 11.034 1349 1351 1357 rVB6 5034 8803 0.11% 0.013%
44 11.163 1368 1373 1378 rBV 131022 200096  2.48% 0.298%
45 11.222 1378 1383 1390 rVW 167427 271673  3.37% 0.405%
46 11.275 1390 1392 1400 rVBS 8155 14418 0.18% 0.021%
47 11.428 1414 1418 1422 rVW5 12390 24099 0.30% 0.036%
48 11.475 1422 1426 1434 rVB5 14361 36077 0.45% 0.054%
49 11.981 1507 1512 1516 rBv2 12723 21473 0.27% 0.032%
50 12.034 1516 1521 1526 rVB 13550 23506 0.29% 0.035%
51 12.152 1538 1541 1545 rvv4 9757 15686 ©0.19% 0.023%
52 12.210 1547 1551 1556 rVB2 23308 36226 0.45% 0.054%
53 12.304 1562 1567 1573 rBV 39516 67785 ©0.84% 0.101%
54 12.828 1651 1656 1659 rBV7 6433 11032 0.14% 0.016%
55 12.922 1669 1672 1678 rVB3 13633 19777 ©0.25% 0.029%
56 12.993 1678 1684 1692 rBV4 17632 38614 0.48% 0.058%
57 13.199 1715 1719 1726 rBV6 6155 9262 0.11% 0.014%
58 13.363 1740 1747 1753 rBV 33385 59310 ©0.73% ©0.088%
59 13.428 1753 1758 1766 rVB 8156 21477 0.27% 0.032%
60 13.651 1792 1796 1800 rVB7 6148 9651 0.12% 0.014%
61 13.881 1828 1835 1844 rBV 2184893 2967699 36.77% 4.419%
62 14.157 1872 1882 1891 rBV 2624261 3877266 48.04% 5.774%
63 14.351 1909 1915 1916 rBV5 7370 12440 0.15% 0.019%
64 14.463 1923 1934 1941 rBV 1204614 1848003 22.90% 2.752%
65 14.522 1941 1944 1951 rVB3 15279 28049 0.35% 0.042%
66 14.687 1964 1972 1984 rBV 174325 333431 4.13% 0.497%
67 14.828 1992 1996 1998 rBV5 7887 12326 ©0.15% 0.018%
68 14.863 1999 2002 2011 rVB2 21578 47340 0.59% 0.070%
69 15.028 2028 2030 2034 rVB5 7483 9978 0.12% 0.015%
70 15.069 2034 2037 2040 rBV5 6021 8243 0.10% 0.012%
71 15.134 2044 2048 2053 rVBS8 8529 11691 0.14% 0.017%
72 15.210 2056 2061 2064 rVV 38201 54737 0.68% 0.082%
73 15.246 2064 2067 2077 rVB 50687 80284 0.99% 0.120%
74 15.457 2094 2103 2109 rBV 3323404 4858261 60.19% 7.235%
75 15.510 2109 2112 2118 rVV3 43598 74480 0.92% 0.111%

76 15.581 2119 2124 2138 rVV 527194 762015 9.44% 1.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc :

ALS Vvial : 43 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-BP120123.MA.M
Title : SVOA CALIBRATION

77 15.693 2139 2143 2149 rVB5 17831 30285 0.38% 0.045%
78 16.151 2217 2221 2223 rBV5S 7302 10706 0.13% 0.016%
79 16.234 2231 2235 2241 rBV2 23859 39041 0.48% 0.058%
80 16.757 2320 2324 2328 rVB5 10854 16317 ©0.20% 0.024%
81 17.210 2395 2401 2406 rBV 1541918 2254040 27.93% 3.357%
82 17.257 2406 2409 2413 rVV 142177 214138 2.65% 0.319%
83 17.310 2413 2418 2433 rVB 3837891 5677684 70.35%  8.455%
84 17.481 2443 2447 2450 rBV6 18287 32200 0.40% 0.048%
85 17.881 2513 2515 2519 rVB5 20027 22678 0.28% 0.034%
86 18.104 2548 2553 2562 rBV2 100805 177129 2.19% 0.264%
87 19.128 2723 2727 2733 rBV2 62880 89526 1.11% ©.133%
88 19.198 2735 2739 2741 rBV 62392 87841 1.09% 0.131%
89 19.228 2741 2744 2749 rVB 99364 138016 1.71% 0.206%
90 19.339 2759 2763 2769 rBv2 118704 181306 2.25% 0.270%

91 19.551 2793 2799 2810 rBV 5386559 7298953 90.43% 10.869%

92 21.304 3092 3097 3110 rVB 2325108 3221643 39.92% 4.798%
93 21.845 3186 3189 3195 rVB 420416 533813 6.61% ©.795%
94 22.445 3287 3291 3298 rVB 646850 966884 11.98%  1.440%
95 23.122 3401 3406 3414 rVB 723355 1318997 16.34% 1.964%

96 23.522 3467 3474 3489 rVB2 3898807 8071147 100.00% 12.019%
97 23.674 3494 3500 3508 rVB 1547993 2947373 36.52% .389%
98 23.904 3534 3539 3549 rVB2 726771 1655649 20.51% .466%

N B

Sum of corrected areas: 67151881
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018939.D\data.ms

5000000
4000000
3000000

2000000

10.252
7.186364 8.993 1€h569

1000000 : 7.828 8.546 9. 710 10
3.681 - OIA J\

9 .
3%98 éﬁ;@@e@ﬁﬁ% 4911 " 5.498.775 6.4816.846 || ° {V45877{\§§&&75 A@% &22’289 55 893

Time--> 3.50 4.00 450 500 5.50 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP018939.D\data.ms

O

19.651
5000000

4000000 17.310
15.457

3000000 14157

13.881
2000000

17.210

14.463

1000000

o IAMAE® 12 KPagANBAmSS BLM 54693 160884 16757

(48117 666104 194l L/

Time--> 1200 1250 1300 1350 14.00 1450 15.00 15.50 1600 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP018939.D\data.ms
5000000 23.522
4000000
21.304
3000000
23.674
2000000 92 445 23.122 23.904
21.m}\J hdbdw/w
1000000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.270 2.43 ng/ul 135684 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 56
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 56
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 56
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
5 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 38

Abundance Scan 201 (4.270 min): BP018939.D\data.ms (-197) (-) m/z 43.05 100.00%

43.0

5000

=

141 2080 4.00 4.20 4.40 4.60
of bt 1141 20802688 3551 42834930 ./, 71,00  42.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

5000 e e
4.00 4.20 4.40 4.60

m/z 41.00 22.71%

ANIRET
RN NN NN NN R RN RN RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15586: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

3

4.00 4.20 4.40 4.60
5000 m/z 89.00 10.52%

‘ 15.0

O el et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester T T
43.0 4.00 4.20 4.40 4.60

m/z 39.00 8.08%

N

5000

=

J‘ 15.0
O A A RARARasasaEa T R R a R Eae a e
mfz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\

BP018939.D

: 19 Dec 2023 10:01
: MA/JU
. 05682-01 10X

: 43  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Propanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.452 2.23 ng/ul 124832 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
Abundance Scan 232 (4.452 min): BP018939.D\data.ms (-228) (-) m/z 57.00 100.00%
57.0
5000 k

I RRRNE RS e
207.0 4.20 4.40 4.60 4.80
11127.8 7.0268.9327.0 415.0472.9534.0 m/z 74.95 36.54%

0 b e P e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L I L LI L B
4.20 4.40 4.60 4.80
L m/z 43.85 17.35%
0‘\\‘}\J\I"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9256: Propanoic acid, propyl ester
57.0
S AARRRSENEREE S
4.20 4.40 4.60 4.80
5000 m/z 41.60  12.64%
ow",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9263: Propanoic acid, propyl ester R A Raa AR
57.0 4.20 4.40 4.60 4.80
m/z 86.95 8.00%
) A\/L/\
o“”‘ R RAAERaERRES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

SFAM-EPA-BP120123.MA.M Wed Dec 20 02:39:45 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1Isopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.911 5.14 ng/ul 287234  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 72
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
Abundance Scan 310 (4.911 min): BP018939.D\data.ms (-305) (-) m/z 43.05 100.00%
3.0
5000
e S ARRARAREEE
‘ Lls 0 4.60 4.80 5.00 5.20
ol Ll [T 1948 282.9340740484634 5324 /7 71.0p  88.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0
5000 N R RN R R
4.60 4.80 5.00 5.20
m/z 89.00  34.40%
Lppso
0‘\\\!‘Y\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15399: Isopropyl butyrate
43.0
RN RN Ea e
4.60 4.80 5.00 5.20
5000 m/z 41.05 29.24%
b
o S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15400: Isopropy! butyrate AR ARRE
43.0 4.60 4.80 5.00 5.20

m/z 59.95 14.98%

5000 J
0 ‘ | I ‘115'0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.228 2.47 ng/ul 173327 Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane-4-carboxaldehyde, ... 130 C6H1003 015186-48-8 40
2 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 33
3 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 33
4 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 1044 (9.228 min): BP018939.D\data.ms (-1035) (-) m/z 43.00 100.00%

9.

5000
101.0

R AR R RS
9.00 9.20 9.40 9.60

207.0
O dd g 207:0264.9 3421 4591 5350 ./ 1p1.00  32.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15279: 1,3-Dioxolane-4-carboxaldehyde, 2,2-dimethyl-,

43.0
5000 1010 L B I L B I R
9.00 9.20 9.40 9.60
m/z 85.00 10.38%
O‘\\H\‘l\’uu\‘\‘\\ﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
e
9.00 9.20 9.40 9.60
5000 101.0 m/z 58.00 10.16%
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9276: 1,3-Dioxolane, 2,2,4-trimethyl- R A RRRaEAN S
43.0 9.00 9.20 9.40 9.60
m/z 59.00 9.16%
5000 101.0
] SIS S 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\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.163 2.85 ng/ul 200096  Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72

Abundance Scan 1373 (11.163 min): BP018939.D\data.ms (-1368) (- m/z 59.05 100.00%

59.0
5000

T 4
11.00 11.50

|| 11460 2518 340.8 411.0 485.1544.

O i e T T e T e m/z 102.95  27.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- M
59.0
5000 —— i
11.00 11.50
m/z 57.05 15.78%
| ” ‘ 146.0
O‘\\‘!%“1\ll‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17322: Dipropylene glycol (isomer 2)
59.0
‘ ==
11.00 11.50
5000 ITI/Z 41.00 14 .60%

u

-

o+
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2'-oxybis- T —
59.0 11.00 11.50
m/z 45.00 12.24%
oﬁh““ — —
m/z--> 0 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\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 1-Propanol, 2-(2-hydroxypro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.222 3.87 ng/ul 271673  Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 90
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 64

Abundance Scan 1383 (11.222 min): BP018939.D\data.ms (-1378) (- m/z 59.00 100.00%

59.0
5000

‘ 11 oo 11 50

146.0207.0 .
_H}‘HwHH_‘H‘HH‘2‘?‘1‘9?’4?“1‘f‘}"ﬂ?ﬁ???ﬁ"ﬁ?“ m/z 103.05  26.97%

0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- M
59.0
5000 T T
lLOO 1L50
m/z 57.05 21.14%
“}H 146.0
O‘\\‘f}[W\l\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #17331:1—Propan0L 2-(2-hydroxypropoxy)-
59.0
e {4
11.00 11.50
5000 m/z 45.00  20.03%
o_”‘p"wH‘w‘HH_‘H_HWH_MWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2'-oxybis- == .
59.0 11.00 11.50
m/z 41.10 17.48%
01Jh - e
m/z--> 0 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\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Hexasiloxane, tetradecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.845  3.31 ng/ul 533813 Chryseme-diz 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  0@0167-52-8 80

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 50
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 27

4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 16
Abundance Scan 3189 (21.845 min): BP018939.D\data.ms (-3186) (- m/z 73.00 100.00%
73.0
147.0221.1
5000 355.1
429.1 — e
“ H | t 503.1 21.50 22.00
O bbbt bt b L S m/z 221.85  78.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7“.0 147.0 221.0
5000 — —
355.0 21.50 22.00
‘ 443.0 m/z 147.00 76.45%
O\H‘\J“HH‘H\‘\‘H\\l“d\\\\\l‘t\l\\\‘\\\‘\&‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
— —r
355.0 21.50 22.00
5000 m/z 281.00  48.93%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl- P ——
73.0 429.0 21.50 22.00
m/z 355.05 41.82%
147.0
5000 2210  355.0 'JL
ot L 500 IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.445 6.00 ng/ul 966884  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
4 2,5-Dihydroxybenzoic acid, 3TMS ... 370 C16H3004Si3 003618-20-0 44
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 27
Abundance Scan 3291 (22.445 min): BP018939.D\data.ms (-3287) (- m/z 73.00 100.00%
73.0 147 02211
355.1
5000
429.1 —
‘ | ll 503.1 22.50
Onvrvrpibeepree b e bbb s Wbl 0 m/z 221,850 96.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 1
355.0 2250
443.0 m/z 147.00  85.18%
O\H‘\J“HH‘\H‘\‘H\\h‘d\\\\k“\l\\\‘H‘\‘\‘LH\‘HH“HH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
——
355.0 22.50
5000 m/z 281.00 54.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ——
147.0 221.0 22.50
m/z 355.10 52.47%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.122  8.95 ng/ul 1319668 Perylene-di2 23.674

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 25
5 Thioglycolic acid, S-(tert-butyl... 320 C14H3202SSi2  ©82112-29-6 22
Abundance Scan 3406 (23.122 min): BP018939.D\data.ms (-3401) (- m/z 221.10 100.00%
73.0 147.0221.1
5000 355.1
429.1
e e
‘ | l[{ 503.1 23.00 23.50
O brrrprtrrpried b b L m/z 73.80  95.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 e —
23.00 23.50
m/z 147.00 86.90%
O\H\‘H‘H‘\H\HH‘\H‘\‘H\“H“H“‘\H\“\‘\\‘\‘\‘\‘\‘\H\‘HH‘\?S\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
e e
23.00 23.50
m/z 281.00 57.80%
5000 355.0
443.0
Y S N IS | N G S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, —— ——
147.0 221.0 23.00 23.50
m/z 355.10 51.67%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.00 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\

BP018939.D

: 19 Dec 2023 10:01
: MA/JU
. 05682-01 10X

: 43  Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknown-03 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.904 11.23 ng/ul 1655650  Perylene-di12 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 52
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 25

5 3-Oxobutan-2-yl trimethylsilyl p... 308 C15H2005Si 1000373-49-5 14

Abundance Scan 3539 (23.904 min): BP018939.D\data.ms (-3534) (- m/z 221.05 100.00%
73.0 14702211
355.1
5000
429.1 B
TN IE
owwwww‘_H_Mwwu‘mwH‘m_www m/z 73.00 89.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 T
355.0 24.00
443.0 m/z 147.00 85.06%
O\H‘\J“HH‘\H‘\‘\\Hh‘d\\Hk“\l\\\‘H‘\‘\‘LH\‘HHHHH‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
\
355.0 2400
5000 ITI/Z 281.00 53.11%
m/z--> 50 100150200250300350400450500550600650
Abundance #342011: Heptasiloxane, hexadecamethyl- ——
73.0 221.0 24.00
m/z 355.10 52.55%
5000 1470
295.0
L 0 S0
o‘m‘w_HwHH_m_HwHH_HwH‘Hwm‘www e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18939.D

Acqg On : 19 Dec 2023 10:01
Operator : MA/JU

Sample : 05682-01 10X

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
Propanoic acid,... 4,270 2.4 ng/ul 135684 1 7.828 1118590 20.0
Propanoic acid,... 4.452 2.2 ng/ul 124832 1 7.828 1118590 20.0
Isopropyl butyrate 4.911 5.1 ng/ul 287234 1 7.828 1118590 20.0
unknown-01 9.228 2.5 ng/ul 173327 2 10.622 1402950 20.0
2-Propanol, 1-(... 11.163 2.9 ng/ul 200096 2 10.622 1402950 20.0
1-Propanol, 2-(... 11.222 3.9 ng/ul 271673 2 10.622 1402950 20.0
Hexasiloxane, t... 21.845 3.3 ng/ul 533813 5 21.304 3221640 20.0
Cyclononasiloxa... 22.445 6.0 ng/ul 966884 5 21.304 3221640 20.0
unknown-02 23.122 8.9 ng/ul 1319000 6 23.674 2947370 20.0
unknown-03 23.904 11.2 ng/ul 1655650 6 23.674 2947370 20.0
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