LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc :

ALS vial : 8 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-BP010824.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19328.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.223 19 23 25 rBV3 15744 19403 0.33% 0.042%
2 3.258 25 29 40 rVB 162310 210319 3.62% 0.459%
3 3.564 78 81 87 rVB 17954 22581 0.39% 0.049%
4  3.640 91 94 100 rBV 146936 228475 3.93% 0.499%
5 3.864 128 132 137 rVB5 6019 9796 0.17% 0.021%
6 3.946 142 146 153 rBvV2 29399 49708 0.85% 0.109%
7 4.064 163 166 170 rBV6 5884 8370 0.14% 0.018%
8 4.165 170 173 178 rVV6 5133 8141 0.14% ©0.018%
9 4,222 189 193 200 rVB 30630 43452 0.75% 0.095%
10 4.293 202 205 210 rVB5 9002 12374 0.21% 0.027%
11  4.411 221 225 232 rVB 45794 63883 1.10% ©0.139%
12 4.475 232 236 242 rVB 37235 49189 0.85% 0.107%
13 4.864 297 302 307 rBV 69869 97457 1.68% 0.213%
14 4.899 307 308 313 rVBS 8219 9820 0.17% 0.021%
15 5.458 398 403 410 rBvV2 25491 40428 0.70% ©0.088%
16 5.728 443 449 454 rBV4 7178 12236 0.21% 0.027%
17 5.987 487 493 504 rVBS8 4635 13558 ©0.23% 0.030%
18 6.440 566 570 574 rBV6 4647 6535 0.11% 0.014%
19 6.734 615 620 626 rvv8 3495 9072 0.16% 0.020%
20 6.969 653 660 670 rVB 144409 238043 4.09% 0.520%
21 7.122 678 686 698 rVB 505329 784048 13.48% 1.711%
22 7.316 709 719 728 rBV 465517 768333 13.21% 1.677%
23 7.416 731 736 743 rVB5 7670 14050 0.24% 0.031%
24 7.781 790 798 806 rBV 467113 749711 12.89% 1.637%
25 7.852 806 810 818 rVB5S 9195 16730 0.29% 0.037%
26 8.128 851 857 862 rVB2 16310 25383 0.44% 0.055%
27 8.505 913 921 934 rBV 412641 680316 11.70%  1.485%
28 8.616 935 940 947 rVW2 21369 34125 0.59% 0.974%
29 8.705 950 955 960 rBV 12517 20078 0.35% 0.044%
30 8.899 984 988 989 rBv3 6698 6314 0.11% 0.014%
31 8.946 989 996 1006 rVB 643332 1039292 17.87% 2.269%
32 9.175 1029 1035 1045 rBV2 33819 82446 1.42% 0.180%
33 9.293 1047 1055 1060 rvv2 5573 12712 0.22% 0.028%
34 9.340 1060 1063 1067 rVB4 4600 6293 0.11% 0.014%
35 9.505 1086 1091 1094 rBV5 5774 9093 0.16% 0.020%

36 9.663 1111 1118 1133 rBV ~ 534885 886073 15.24%  1.934%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc :

ALS vial : 8 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-BP010824.MA.M
Title : SVOA CALIBRATION
37 10.205 1201 1210 1225 rBV 735850 1302053 22.39%  2.842%
38 10.575 1265 1273 1287 rVB 659556 1097995 18.88% 2.397%
39 10.728 1290 1299 1317 rBV 606043 1111411 19.11% 2.426%
40 10.887 1317 1326 1331 rVBS 4203 12491 0.21% 0.027%
41 11.116 1358 1365 1371 rBV 62999 105694 1.82% 0.231%
42 11.181 1371 1376 1385 rVB 75116 134477 2.31% 0.294%
43 11.416 1409 1416 1429 rVBS 13996 38961 0.67% 0.085%
44 11.652 1451 1456 1461 rVB8 4194 6631 0.11% 0.014%
45 11.969 1502 1510 1514 rBV5 10203 24884 0.43% 0.054%
46 11.999 1514 1515 1522 rVB4 7885 11419 0.20% 0.025%
47 12.175 1538 1545 1550 rBvV2 12231 23801 0.41% 0.052%
48 12.275 1557 1562 1570 rBV 27104 44717 0.77% 0.098%
49 12.898 1662 1668 1673 rBvVS8 4377 7664 0.13% 0.017%
50 13.246 1721 1727 1732 rVB1o 3804 7313 0.13% 0.016%
51 13.322 1735 1740 1748 rBV2 17266 30861 ©.53% 0.067%
52 13.393 1748 1752 1756 rBV6 3759 7760 0.13% 0.017%
53 13.463 1761 1764 1770 rVB7 3242 6191 0.11% 0.014%
54 13.546 1774 1778 1784 rVB8 3676 7196 0.12% 0.016%
55 13.846 1822 1829 1834 rBV 1701772 2316123 39.83% 5.056%
56 13.893 1834 1837 1843 rVB 70886 95055 1.63% 0.207%
57 14.116 1866 1875 1889 rBV 1777393 2547758 43.81% 5.561%
58 14.304 1904 1907 1914 rVB5 6226 11840 0.20% 0.026%
59 14.422 1921 1927 1936 rVB 1133666 1664647 28.63% 3.634%
60 14.563 1946 1951 1960 rVB 3805 9639 0.17% 0.021%
61 14.669 1963 1969 1986 rBvV2 127999 279413 4.81% 0.610%
62 14.845 1994 1999 2003 rBV8 4119 8698 0.15% 0.019%
63 14.916 2008 2011 2016 rBV7 3999 6125 0.11% 0.013%
64 15.034 2028 2031 2036 rVB7 4654 6813 0.12% 0.015%
65 15.234 2061 2065 2075 rVB6 10531 27172 0.47% 0.059%
66 15.422 2090 2097 2105 rBV 2582751 3592010 61.77% 7.841%
67 15.557 2114 2120 2134 rBV 978801 1400121 24.08% 3.056%
68 15.663 2134 2138 2142 rVB2 11765 17293 0.30% 0.038%
69 16.210 2227 2231 2235 rVB6 9216 12746 0.22% 0.028%
70 16.857 2336 2341 2349 rVB6 6692 11405 0.20% 0.025%
71 16.963 2351 2359 2365 rBV6 6242 16465 0.28% 0.036%
72 17.181 2389 2396 2403 rBV 1656457 2272398 39.08% 4.960%
73 17.281 2406 2413 2423 rVV 3360229 4578890 78.74% 9.995%
74 17.581 2461 2464 2470 rVBS8 8768 13486 ©0.23% 0.029%
75 17.851 2506 2510 2514 rBV6 5211 6372 0.11% 0.014%

76 18.075 2542 2548 2557 rBV 122797 174404 3.00% 0.381%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc

ALS vial : 8 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-BP010824.MA.M
Title : SVOA CALIBRATION

77 18.486 2614 2618 2622 rVB6 18315 21284 0.37% 0.046%
78 18.910 2688 2690 2693 rBV4 5605 6960 ©0.12% 0.015%
79 19.1e4 2718 2723 2728 rBV2 48546 72272 1.24% 0.158%
80 19.175 2731 2735 2738 rBV 45663 64415 1.11% 0.141%
81 19.316 2755 2759 2763 rBV2 60488 83347 1.43% 0.182%

82 19.528 2789 2795 2803 rBV 4468053 5815005 100.00% 12.693%
83 21.286 3089 3094 3102 rBV 2087647 2574713 44.28% 5.620%
84 23.492 3461 3469 3481 rVB 2813507 5418135 93.18% 11.827%
85 23.639 3488 3494 3505 rVB 1224585 2417053 41.57% 5.276%

Sum of corrected areas: 45811413
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jan 2024 14:07
: MA/JU
. P1016-06 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011224\
BP019328.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP019328.D\data.ms
4000000
3000000
2000000
1000000
8.946 10.205 0 g7509
7.12316 7.781 8505 9.663
03”55?3%%%&4@9@15 48  5.458.728.987 644(5 734/\# ’A416 7}\858 128 me 9. 83.BB850! L os@#}}ﬁms&
\\\‘\\\\ \\\\\\\\\’\\\\’\\\\ T \\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\\\
Time--> 350 400 450 500 550 600 650 700 7.50 800 850 950 1000 1050 11.00 11.50
Abundance TIC: BP019328.D\data.ms
19.528
4000000
17.281
3000000
15.422
2000000
13.844.116 17.181
14.422 15.557
1000000 :
0 papasad 89 43 %@9@3&; 663 16210 146563 || 17.501. 8’_%0751848618 3961673 Lj/f
AU s e e e e e e T
Time->  12.00 12.50 1300 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 1800 1850 19.00 1950 20.00
Abundance TIC: BP019328.D\data.ms
4000000
23.492
3000000
21.286
2000000
23.639
1000000
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\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.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 TIsopropyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.864 2.60 ng/ul 97457 1,4-Dichlorobenzene-d4 7.781
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 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 72

Abundance Scan 302 (4.864 min): BP019328.D\data.ms (-297) (-) m/z 43.05 100.00%

43.0
5000

4.60 4.80 5.00 5.20

||| 1150 2212 295.0355.9 429.0489.4548.

0 et b e e e P T T e m/z 71.00 80.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0
5000 UL LI L L B I
4.60 4.80 5.00 5.20
m/z 89.00 30.14%
L ise
O‘\\\!’1\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15399: Isopropyl butyrate
43.0

4.60 4.80 5.00 5.20
5000 m/z 41.05 29.03%

‘ | LlS.O

L S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#15400: Isopropy! butyrate T T T T Y TR
43.0 4.60 4.80 5.00 5.20

m/z 87.95 14.28%

) Jﬁv\
0 L }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\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.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 2 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.175 2.20 ng/ul 82446  1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butanone, 4-(2,2,6-trimethylcy... 196 C13H240 006138-85-8 28
2 4-Hexenoic acid, 2-acetyl-2,4-di... 212 C12H2003 1000159-11-3 23
3 Cyclohexanol, 5-methyl-2-(1-meth... 198 C12H2202 020777-45-1 12
4 2-Pyrimidinamine, 4,5-dimethyl- 123 C6HIN3 001193-74-4 11
5 Methyl 3,4,6-tri-0O-acetyl-2-acet... 361 C15H23NO9 002595-39-3 10

Abundance Scan 1035 (9.175 min): BP019328.D\data.ms (-1029) (-)
43.0

m/z 42.95 100.00%

5000
123.0

‘ 8.80 9.00 9.20 9.40
|

({— «ﬂw}ﬂu L1 2070 2820 35514151 5034 /7 122.95 31.08%

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

Abundance  #71642: 2-Butanone, 4-(2,2,6-trimethylcyclohexyl)-
43.0

5000 123.0

8.80 9.00 9.20 9.40
m/z 100.95 26.44%

ol | | Ml.n EG

[T ‘\1\\‘\\\\‘\l\l\\‘\\\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89581: 4-Hexenoic acid, 2-acetyl-2,4-dimethyl-, ethyl es

43.0
A e e e
8.80 9.00 9.20 9.40
5000 m/z 95.00 20.44%
123.0

} ‘ 194.0

0l “J“\J\J”J\JH‘\'["“\M“\l\l“\“l\\\“H\\‘H\\‘HH|HH|HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73740: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, acete
43.0 8.80 9.00 9.20 9.40

m/z 137.95 15.11%

5000 138.0

Il

0

m/z-->

0

50 100 150 200 250 300 350 400 450 500 550

8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.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-(2-butoxy-1-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.181 2.45 ng/ul 134477 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 90
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 59

Abundance Scan 1376 (11.181 min): BP019328.D\data.ms (-1371) (- m/z 59.00 100.00%
59.0

5000

;

— -~
H ‘ 11.00 11.50
k.. [ 146.0207.0 281.0 355.14150 5195 ./, 1p3.00  23.99%
miz—> O 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

o

—

5000 —— e —
11.00 11.50
m/z 57.00  22.54%

] H | “ 146.0

‘\\11’f\‘\[\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

o

C

e P
11.00 11.50
5000 m/z 41.00  20.34%

” H 146.0
A

S ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox P e
59.0 11.00 11.50
m/z 45.00 18.66%

o

N

5000

o‘m«‘!‘, '1L7'0 /L

e N
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\BP011224\
Data File : BP019328.D

Acqg On : 12 Jan 2024 14:07
Operator : MA/JU

Sample : P1016-06 10X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP010824.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|
Isopropyl butyrate 4.864 2.6 ng/ul 97457 1 7.781 749711 20.0
unknown-01 9.175 2.2 ng/ul 82446 1 7.781 749711 20.0
2-Propanol, 1-(... 11.181 2.5 ng/ul 134477 2 10.575 1098000 20.0
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