LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc :

ALS Vvial : 103 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18122.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.117 3 5 13 rvB2 13205 19178 1.00% 0.111%
2 3.252 24 28 35 rVB 111845 124312 6.50% 0.719%
3 3.570 80 82 87 rBV5S 7831 10646 0.56% 0.062%
4 3.676 96 100 109 rBV2 65586 114467 5.99% 0.662%
5 3.764 114 115 117 rBV2 2893 2361 0.12% 0.014%
6 3.834 125 127 133 rVB5S 6023 9370 0.49% 0.054%
7 3.940 142 145 153 rVB2 19992 30922 1.62% 0.179%
8 4.093 166 171 173 rBVS 5870 9052 0.47% 0.052%
9 4.217 188 192 198 rVB 26284 38251 2.00% 0.221%
10 4.411 221 225 231 rBV 32949 45285 2.37% 0.262%
11  4.481 234 237 241 rBV 19568 24679 1.29% 0.143%
12 4.693 270 273 277 rVB6 2089 2116 0.11% 0.012%
13 4.775 285 287 290 rBv4 1818 2245 0.12% 0.013%
14 4.864 297 302 309 rVB 58829 75507 3.95% 0.437%
15 4.964 317 319 322 rVB4 2452 2498 0.13% 0.014%
16 5.534 413 416 421 rVwv7 2678 4363 0.23% 0.025%
17 5.581 421 424 427 rVB5 1805 2075 0.11% 0.012%
18 5.711 443 446 449 rBv4 3819 5110 0.27% 0.030%
19 5.752 451 453 457 rW4 3686 3125 0.16% 0.018%
20 6.028 497 500 503 rBv4 1736 2189 0.11% 0.013%
21 6.058 503 505 508 rVB4 1675 1986 ©0.10% 0.011%
22 6.405 559 564 565 rBvV5 2492 3384 0.18% 0.020%
23 6.446 569 571 572 rBV2 2378 2084 0.11% 0.012%
24 6.546 585 588 590 rBv4 1742 2486 0.13% 0.014%
25 7.028 665 670 686 rBv2 32581 80297 4.20% 0.465%
26 7.193 692 698 712 rVB 192231 314692 16.46% 1.821%
27 7.369 721 728 751 rVB 182403 339042 17.73% 1.962%
28 7.840 800 808 822 rBV 240239 413347 21.62%  2.392%
29 8.181 861 866 870 rBV8 2686 5592 0.29% 0.032%
30 8.411 902 905 910 rvVB7 2473 2844 0.15% 0.016%
31 8.575 927 933 952 rBV 115092 246031 12.87% 1.423%
32 8.722 954 958 962 rVB4 6222 8715 0.46% 0.050%
33 8.816 972 974 979 rVB6 1429 1972 0.10% 0.011%
34 9.052 1007 1014 1030 rBV = 243447 465410 24.34%  2.693%
35 9.193 1033 1038 1046 rvB7 8216 18316 ©0.96% 0.106%
36 9.299 1051 1056 1061 rvv3 6581 13154 0.69% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc :

ALS Vvial : 103 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 9.675 1116 1120 1123 rVB6 1349 2220 0.12% 0.013%
38 9.763 1127 1135 1153 rBV 207332 390597 20.43%  2.260%
39 10.087 1188 1190 1193 rVB4 1968 1973 0.10% 0.011%
40 10.193 1203 1208 1210 rBVS5 2301 4435 0.23% 0.026%
41 10.228 1210 1214 1219 rVB8 7495 10658 0.56% 0.062%
42 10.293 1219 1225 1241 rBV 212925 488680 25.56% 2.827%
43 10.663 1279 1288 1302 rBV 310491 540464 28.26% 3.127%
44 10.846 1311 1319 1340 rBV 200177 470280 24.59% 2.721%
45 11.163 1367 1373 1379 rBV2 19532 38062 1.99% 0.220%
46 11.228 1379 1384 1398 rVB 23649 57672 3.02% 0.334%
47 11.71@ 1459 1466 1470 rBVi1e 4074 8898 0.47% 0.051%
48 11.875 1491 1494 1496 rBv4 1888 2039 0.11% 0.012%
49 12.034 1517 1521 1528 rBVS 2487 5306 0.28% 0.031%
50 12.187 1543 1547 1551 rVwv7 2323 3863 ©.20% 0.022%
51 12.222 1551 1553 1558 rVB6 1883 2351 0.12% 0.014%
52 12.281 1558 1563 1570 rBV6 4235 10042 0.53% 0.058%
53 12.428 1581 1588 1592 rBV6 3817 7560 0.40% 0.044%
54 12.534 1603 1606 1608 rBV4 2932 3276 0.17% 0.019%
55 12.752 1640 1643 1645 rVB4 1906 2168 0.11% 0.013%
56 12.916 1668 1671 1674 rBV5 1801 3039 0.16% 0.018%
57 12.987 1678 1683 1686 rvv7 2056 3175 0.17% 0.018%
58 13.040 1688 1692 1693 rVB4 2160 2812 0.15% 0.016%
59 13.069 1693 1697 1699 rBV5 2391 3515 0.18% 0.020%
60 13.140 1706 1709 1713 rBV6 1208 2695 0.14% 0.016%
61 13.357 1740 1746 1751 rBV 15210 23444  1.23% 0.136%
62 13.563 1777 1781 1782 rBV4 2367 2851 0.15% 0.016%
63 13.722 1803 1808 1813 rBV9 3085 7008 0.37% 0.041%
64 13.940 1838 1845 1855 rBV 609066 900984 47.12%  5.213%
65 14.110 1872 1874 1877 rBV4 1955 2384 0.12% 0.014%
66 14.216 1885 1892 1903 rBV 657368 969256 50.69% 5.608%
67 14.334 1910 1912 1917 rVVe6 1277 2167 0.11% 0.013%
68 14.381 1917 1920 1923 rVB5 3198 3398 0.18% 0.020%
69 14.516 1936 1943 1955 rBV 479203 701884 36.71% 4.061%
70 14.616 1957 1960 1962 rVB4 3218 3725 0.19% 0.022%
71 14.734 1977 1980 1983 rBV4 1974 2762 0.14% 0.016%
72 14.757 1983 1984 1988 rVB4 2101 2245 0.12% 0.013%
73 14.875 1996 2004 2009 rBVv4 7229 24866 1.30% 0.144%
74 14.916 2009 2011 2012 rVB2 2875 2029 0.11% 0.012%
75 15.022 2026 2029 2030 rBV3 2078 2381 0.12% 0.014%
76 15.146 2042 2050 2053 rBV9 1802 4605 0.24% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc :

ALS Vvial : 103 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-BP111023.MA.M
Title : SVOA CALIBRATION

77 15.293 2073 2075 2080 rVB6 3637 5203 0.27% 0.030%
78 15.422 2090 2097 2100 rBVS8 3044 5245 0.27% 0.030%
79 15.516 2106 2113 2123 rBV 854379 1275557 66.71% 7.380%
80 15.681 2135 2141 2152 rBV 209053 374749 19.60% 2.168%
81 16.551 2285 2289 2291 rBV5S 2539 3010 0.16% 0.017%
82 16.963 2354 2359 2365 rBV8 2923 5990 0.31% 0.035%
83 17.298 2406 2416 2427 rBV 606966 908228 47.50% 5.255%
84 17.398 2427 2433 2455 rVB2 1041081 1548823 81.00% 8.961%
85 17.740 2486 2491 2492 rBV5 2584 4656 0.24% 0.027%
86 17.928 2519 2523 2528 rBV8 3713 6059 0.32% 0.035%
87 18.028 2536 2540 2541 rBV4 1964 2559 0.13% 0.015%
88 18.145 2555 2560 2569 rBV3 41511 69562 3.64% 0.402%
89 18.239 2572 2576 2581 rVB7 4402 7235 0.38% 0.042%
90 18.534 2625 2626 2628 rBV2 2506 2311  0.12% 0.013%
91 18.704 2654 2655 2656 rBV 3548 2402 0.13% 0.014%
92 19.222 2740 2743 2748 rVB3 11901 15430 0.81% 0.089%
93 19.298 2753 2756 2760 rVB2 12154 15600 0.82% 0.090%
94 19.386 2768 2771 2779 rBV5 22585 33081 1.73% 0.191%
95 19.651 2810 2816 2827 rBV 1409044 1849432 96.72% 10.700%

96 21.428 3113 3118 3126 rBV 734993 1010383 52.84% 5.846%
97 23.763 3508 3515 3533 rVB2 948038 1912146 100.00% 11.063%
98 23.927 3536 3543 3553 rBV 499740 1057413 55.30% 6.118%

Sum of corrected areas: 17283946
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Nov 2023 01:39
: MA/JU
: 05203-01 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018122.D

: 103  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

Quant Title

TIC Library
TIC Integra

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BP018122.D\data.ms

10.663

7 193369 9052 g 763 10.293 10.846
8252 s 575
1}}( 3 25uees 613%“44%945;64 BIBWER 05 A6 02 8 1841 s'za 9999 9.6 1111838 17,71

350 400 450 500 550 6.00 650 7. 00 750 8. 00 850 9. 00 9.50 10.00 1050 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP018122.D\data.ms
19.651

17.398

15.516

17.298

16.55116.963 ||| | 17748 A28 58404 19% Lﬂ

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 1950 20.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BP018122.D\data.ms

23.763

21.428

13.927

o

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc

ALS Vvial : 103 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.411 2.19 ng/ul 45285 1,4-Dichlorobenzene-d4 7.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64

Abundance Scan 225 (4.411 min): BP018122.D\data.ms (-221) (-) m/z 57.10 100.00%
57.1

—

5000
e e
N 2052 4.00 4.20 4.40 4.60 4.80
b b AL 149.0208.2267.3 39634153 4972 m/z 75.05 36.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9256: Propanoic acid, propyl ester
57.0
5000 I B LB B I
4.00 4.20 4.40 4.60 4.80
m/z 43.05 23.78%
O\‘IJJ".”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9262: Propanoic acid, propyl ester
57.0
BEARE RN RN e e
4.00 4.20 4.40 4.60 4.80
5000 m/z 41.05 15.83%

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

Abundance #9263: Propanoic acid, propyl ester T TR
57.0 4.00 4.20 4.40 4.60 4.80

m/z 42.05 12.10%

-

5000

-

rfJ |

UMM e L e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550  4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc

ALS Vvial : 103 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2 TIsopropyl butyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
Ca.gea 365 ng/ul 75507 1,a-Dichlorobenzene-dd  7.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 060638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 83

000617-50-5 64
000617-50-5 56

3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402

5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 56
Abundance Scan 302 (4.864 min): BP018122.D\data.ms (-297) (-) m/z 43.05 100.00%
43.0
w m /k
N e e N N R
)115.0 208.2 4.60 4.80 5.00 5.20
Ol LLL 2082 2811 355.3 4422 5213 u,; 71,05  75.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0
5000 LB L R A I R
4.60 4.80 5.00 5.20
m/z 41.10 34.57%
0 )115-0
O‘\\I\g“f\l\\“\l\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15400: Isopropyl butyrate
43.0
e S BREAREE S S
4.60 4.80 5.00 5.20
5000 m/z 89.10 25.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0 4.60 4.80 5.00 5.20
m/z 39.00 16.76%
5000
oL, 150
‘\\l\\‘\\‘\‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\’\\\\
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\BP111023\
Data File : BP@18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc

ALS Vvial : 103 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Methyltrioxitol, TBDMS deri... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.228 2.13 ng/ul 57672  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyltrioxitol, TBDMS derivative 278 C13H3004Si 1000352-09-5 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 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 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 72

Abundance Scan 1384 (11.228 min): BP018122.D\data.ms (-1379) (| | m/z 59.10 100.00%
1

59.
5000

., 1146.2207.2 2833 3552418.5 491.4549.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170418: Methyltrioxitol, TBDMS derivative
59.0

5000

133.0
‘\\u\lJ“\h\l\\‘H\“\f\\"\\\\2’\2}\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0

o

o

5000 m/z 45.05 30.33%
O‘Hjm‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
mlz--> 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

) /nw/\/kwu
0 J‘ xh‘ I ‘

. .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18122.D

Acqg On : 13 Nov 2023 01:39
Operator : MA/JU

Sample : 05203-01 10X

Misc

ALS Vvial : 103 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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,... 4.411 2.2 ng/ul 45285 1 7.840 413347 20.0
Isopropyl butyrate 4.864 3.6 ng/ul 75507 1 7.840 413347 20.0
Methyltrioxitol... 11.228 2.1 ng/ul 57672 2 10.663 540464 20.0
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