LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
Data File : BP022804.D

Acqg On : 01 Nov 2024 14:45
Operator : RC/JU

Sample : P4583-01

Misc :

ALS Vvial : 40 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-BP100724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@22804.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 29 32 40 rVB 14916 21000 0.53% 0.070%
2 3.899 149 155 161 rBV3 5764 9072 0.23% 0.030%
3 6.769 639 643 647 rVB 4169 6032 0.15% 0.020%
4 6.828 647 653 666 rBV 132311 236586 5.99% 0.787%
5 6.969 671 677 689 rVB 245884 395158 10.01% 1.315%
6 7.169 704 711 723 rBV 333796 569388 14.42% 1.895%
7 7.628 782 789 796 rBV 329805 505630 12.81% 1.683%
8 7.699 796 801 808 rVB2 9697 20637 ©.52% 0.069%
9 7.928 834 840 845 rBV9 3562 5599 0.14% 0.019%
10 8.334 903 909 924 rBV 324944 592170 15.00% 1.971%
11 8.446 924 928 937 rVB2 9579 17510 0.44% 0.058%
12 8.704 966 972 978 rBV 48148 82599 2.09% 0.275%
13 8.769 978 983 995 rVB 351486 579869 14.69%  1.930%
14 8.910 1002 1007 1014 rBVS8 3638 6832 0.17% 0.023%
15 9.169 1045 1051 1060 rVB3 12349 20845 0.53% 0.069%
16 9.340 1074 1080 1084 rVB 4733 8506 ©0.22% 0.028%
17 9.481 1096 1104 1123 rBV 299758 541479 13.72% 1.802%

18 10.028 1187 1197 1217 rBV 390522 828337 20.98% 2.757%

19 10.163 1217 1220 1229 rVVie 3944 11004 ©0.28% 0.037%
20 10.251 1229 1235 1239 rVV9 3611 7429 0.19% 0.025%
21 10.310 1239 1245 1250 rVV7 3077 6729 0.17% 0.022%
22 10.387 1250 1258 1264 rVV 420033 677597 17.16%  2.255%
23 10.446 1264 1268 1276 rVV2 20976 34322 0.87% 0.114%
24 10.534 1276 1283 1301 rVV2 51528 116763 2.96% ©.389%
25 11.e63 1369 1373 1377 rBV4 2771 5118 ©.13% 0.017%
26 11.569 1454 1459 1466 rBVS5 5660 10857 ©.28% ©0.036%
27 11.651 1466 1473 1480 rVB2 17886 29204 ©.74% 0.097%
28 11.987 1525 1530 1543 rVB3 7627 14252 0.36% 0.047%
29 12.234 1568 1572 1579 rVB3 3246 5888 ©.15% 0.020%
30 12.840 1669 1675 1681 rBV6 4229 6698 0.17% 0.022%
31 13.098 1714 1719 1722 rBV5 2786 4274 0.11% 0.014%
32 13.663 1808 1815 1830 rBV 798831 1242680 31.48% 4.136%
33 13.939 1852 1862 1872 rBV 878622 1353908 34.29%  4.506%
34 14.251 1908 1915 1924 rBV 709855 1033675 26.18%  3.440%
35 14.345 1927 1931 1939 rVB10 5709 9141 0.23% ©0.030%

36 14.510 1953 1959 1980 rBV3 73626 235474 5.96% 0.784%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
Data File : BP022804.D

Acqg On : 01 Nov 2024 14:45
Operator : RC/JU

Sample : P4583-01

Misc :

ALS Vvial : 40 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-BP100724.MA.M
Title : SVOA CALIBRATION
37 14.716 1989 1994 2000 rVB5 10189 16014 0.41% 0.053%
38 14.845 2013 2016 2023 rVB9 2962 6387 0.16% 0.021%
39 14.945 2029 2033 2043 rVB7 4438 10040 0.25% 0.033%
40 15.098 2056 2059 2063 rVB3 3708 4788 0.12% 0.016%
41 15.263 2080 2087 2100 rBV 1082729 1814125 45.95% 6.037%
42 15.422 2107 2114 2124 rBV 424722 579646 14.68% 1.929%
43 15.504 2124 2128 2135 rVB2 19325 33189 0.84% 0.110%
44 15.592 2136 2143 2151 rBV 2839521 3947965 100.00% 13.138%
45 15.851 2184 2187 2193 rVB8 2532 4356 0.11% 0.014%
46 16.128 2230 2234 2239 rBV7 3021 5561 0.14% 0.019%
47 16.322 2262 2267 2271 rBV6 2900 6041 0.15% ©0.020%
48 16.539 2300 2304 2309 rVB8 2984 4374 0.11% 0.015%
49 16.651 2319 2323 2332 rBvVS8 4008 7777 0.20% 0.026%
50 16.745 2335 2339 2345 rBV9 3048 6072 0.15% 0.020%
51 16.845 2350 2356 2361 rBV7 3379 6451 0.16% 0.021%
52 17.069 2383 2394 2405 rBV 860318 1374429 34.81% 4.574%
53 17.169 2405 2411 2426 rBV2 1700902 2293822 58.10% 7.634%
54 17.369 2442 2445 2450 rVB3 3228 4273  0.11% 0.014%
55 17.769 2507 2513 2519 rBV2 193236 248927 6.31% 0.828%
56 17.998 2548 2552 2561 rVB4 22270 38432 0.97% 0.128%
57 18.075 2561 2565 2569 rvB2 4872 6291 0.16% 0.021%
58 18.222 2586 2590 2594 rBvV2 9112 13910 0.35% 0.046%
59 18.257 2594 2596 2599 rVB4 3997 4085 0.10% 0.014%
60 18.633 2657 2660 2663 rBV4 3621 5647 ©.14% 0.019%
61 19.092 2733 2738 2743 rBV2 20553 29779 0.75% 0.099%
62 19.175 2748 2752 2757 rVB 16815 27516 0.70% 0.092%
63 19.339 2776 2780 2785 rBvV4 26036 37939 0.96% 0.126%
64 19.551 2809 2816 2825 rBV 2071576 3003763 76.08%  9.996%
65 19.816 2858 2861 2864 rVB3 21392 23503 0.60% 0.078%
66 21.516 3144 3150 3161 rBV 1337249 1895706 48.02% 6.309%

67 24.551 3655 3666 3677 rVB 1278796 3381707 85.66% 11.254%
68 24.768 3694 3703 3715 rVB 723324 1954168 49.50% 6.503%

Sum of corrected areas: 30048945
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 01 Nov 2024 14:45
: RC/JU
: P4583-01

. 40

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
BP022804.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724 .MA.M

: SVOA CALIBRATION

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

Abundance TIC: BP022804.D\data.ms
2500000
2000000
1500000
1000000
387
500000 6. okd09 7.628  8.334 8769 9481 10.0280
6.82
03175 3.890 6.76 7l69928 844578 1H9 84 11.063 1115681987234 12.8
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
Time-> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP022804.D\data.ms
15.592
2500000
19.551
2000000
17.169
1500000 21.516
15.263
1000000 939 17.069
13.653 14.251
500000 422
17.769
013098 142 5045850 123 ABAB R H7.369 [L7s00mrss. 63319918233919.816
e e e e e e e e e e e
Time-> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP022804.D\data.ms
2500000
2000000
1500000 24.551
1000000 4.768
500000
0\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
Data File : BP022804.D

Acqg On : 01 Nov 2024 14:45
Operator : RC/JU

Sample : P4583-01

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 Triethyl citrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.592  76.39 ng/ul 3947970  Acenaphthene-d10 14.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethyl citrate 276 C12H2007 000077-93-0 86
2 Triethyl citrate 276 C12H2007 000077-93-0 78
3 Ethylmalonic acid dipropyl ester 216 C11H2004 001113-91-3 64
4 Triethyl citrate 276 C12H2007 000077-93-0 42
5 Piperazine-1-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 40

Abundance Scan 2143 (15.592 min): BP022804.D\data.ms (-2136) (- m/z 157.00 100.00%
157.0

5000
T \
43.0 15.50
okl | 3112895 355.1412.84707529.4 /7 115,00  32.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167883: Triethyl citrate
157.0
50001 29.0 S ‘
15.50
m/z 43.00 11.92%
‘ 87.0
L HHH I \ I

TT ‘HH‘HH‘\H\’\H\.‘H\\‘HH‘\\H‘\H\‘\H\‘\H\‘\

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

Abundance #167887: Triethyl citrate
157.0
T T
15.50
5000 m/z 203.10  11.06%
43.0
N N U R~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93807: Ethylmalonic acid dipropyl ester - ‘
157.0 15.50
m/z 111.00 8.65%
5000{ 43.0
_““MJlﬂmJJM‘NW‘H“H“_‘H“H“H“_‘H“H“‘ —7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
Data File : BP022804.D

Acqg On : 01 Nov 2024 14:45
Operator : RC/JU

Sample : P4583-01

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.769 3.62 ng/ul 248927  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 89
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 86
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 41
5 (1R,3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 38

Abundance Scan 2513 (17.769 min): BP022804.D\data.ms (-2507) (- m/z 205.05 100.00%

205.1
57.1
5000
—— —
i M\M\w UL sse0us, 3476.9537.3 ot 20 oy
- 'w‘wJWMWWWW A e S m/z 217.20  68.26%
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
17.50 18.00
m/z 57.10 60.57%
TTTT "JWHL JPMJ‘LHM“MM‘ ‘\" “ \i\ ‘2\Z6\'\0‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
—— =~/
57.0 17.50 18.00
5000 m/z 175.10  53.16%
135.0
2[76.0
. \‘J L J\L‘,”‘; .
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- L —
57.0 17.50 18.00
m/z 189.10 46.99%
5000
205.0
‘Hk”ﬂmhwwwmwwhwwAW“H?‘H“H‘W“H“H“H‘W‘ ro— s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103024\
Data File : BP©22804.D

Acqg On : 01 Nov 2024 14:45
Operator : RC/JU

Sample : P4583-01

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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|

Triethyl citrate 15.592 76.4 ng/ul 3947970 3 14.251 1033680 20.0
7,9-Di-tert-but... 17.769 3.6 ng/ul 248927 4 17.069 1374430 20.0
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