LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12561.D

Acqg On : 08 Nov 2022 20:59
Operator : CG/JU

Sample : N5407-05

Misc :

ALS Vvial : 18 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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BPO12561.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.228 37 41 46 rBV 49512 62118 0.60% ©0.064%
2 3.664 112 115 128 rBV 112847 226164 2.20% 0.232%
3 3.858 144 148 155 rVB 19065 30926 ©0.30% 0.032%
4 3.958 161 165 175 rVB 20411 30872 ©0.30% 0.032%
5 6.964 669 676 688 rBV 285021 521152 5.07% 0.535%
6 7.111 694 701 713 rBV 1041024 1679108 16.33% 1.724%
7 7.3065 728 734 756 rBV 898494 1524422 14.83% 1.565%
8 7.769 806 813 821 rBV 940972 1538316 14.96% 1.579%
9 7.840 821 825 838 rVB 42137 87883 0.85% 0.090%
10 8.499 929 937 954 rBV 819850 1475076 14.35% 1.514%
11  8.940 1004 1012 1026 rBV 1347875 2281272 22.19%  2.342%
12 9.316 1070 1076 1083 rVB5 9851 19266 0.19% 0.020%
13 9.658 1127 1134 1152 rBV 1066010 1845080 17.95% 1.894%
14 10.205 1218 1227 1258 rBV 1427672 2726740 26.52% 2.799%
15 10.569 1281 1289 1305 rBV 1535537 2635764 25.64% 2.706%
16 10.722 1308 1315 1334 rBV 712888 1469574 14.29% 1.509%
17 11.410 1420 1432 1437 rBV 8891 24464 0.24% ©.025%
18 12.169 1555 1561 1573 rBV2 25135 59977 ©.58% 0.062%
19 13.028 1702 1707 1714 rBvV2 5868 16292 0.16% 0.017%
20 13.234 1735 1742 1746 rBV6 9139 16415 0.16% 0.017%
21 13.316 1751 1756 1763 rVV5 9903 20852 0.20% 021%
22 13.393 1763 1769 1778 rVB5 7875 17356 0.17% 018%

23 13.840 1838 1845 1859 rBV 3663802 5207496 50.65%
24 14.116 1884 1892 1909 rBV 4225135 6244647 60.74%
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25 14.422 1937 1944 1958 rBV 2741539 4017600 39.08% 125%
26 14.698 1985 1991 2011 rBV 128516 395025 3.84%  0.406%
27 15.222 2076 2080 2082 rBV 13462 16919 0.16% 0.017%
28 15.257 2082 2086 2092 rVB2 23036 34555 ©0.34% ©0.035%
29 15.422 2107 2114 2131 rBV 5420661 8196944 79.72%  8.416%
30 15.557 2131 2137 2150 rVV 1681514 2461083 23.94% 2.527%
31 15.663 2152 2155 2160 rVB2 29567 44392  0.43% 0.046%
32 16.592 2309 2313 2317 rBV6 12728 19737 0.19% 0.020%
33 16.975 2376 2378 2387 rVB8 9226 15968 0.16% ©0.016%
34 17.187 2406 2414 2424 rBV 3487994 4984993 48.48% 5.118%
35 17.287 2424 2431 2453 rVB2 6064277 9210786 89.58%  9.456%
36 17.857 2525 2528 2533 rVB6 14608 17726 0.17% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12561.D

Acqg On : 08 Nov 2022 20:59
Operator : CG/JU

Sample : N5407-05

Misc

ALS Vvial : 18 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-BP102522.M
Title : SVOA CALIBRATION

37 17.957 2542 2545 2547 rBV3 11378 13568 ©.13% 0.014%
38 18.075 2560 2565 2573 rBV 215795 333710  3.25% 0.343%
39 18.145 2574 2577 2583 rVB2 43031 65214 0.63% 0.067%
40 19.104 2736 2740 2747 rBV2 85430 116800 1.14% 0.120%
41 19.175 2748 2752 2758 rBV 95017 187799 1.83% 0.193%
42 19.310 2772 2775 2783 rBV 166009 235480 2.29% 0.242%
43 19.451 2794 2799 2806 rBV 7123830 8608601 83.73%  8.838%
44 19.533 2806 2813 2822 rVB 7213039 10281678 100.00% 10.556%
45 21.286 3106 3111 3119 rBV 3714494 4781418 46.50%  4.909%
46 23.510 3482 3489 3505 rVB2 4415392 9275773 90.22% 9.523%
47 23.663 3509 3515 3526 rVB2 2135980 4325592 42.07% 4.441%

Sum of corrected areas: 97402593
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 08 Nov 2022 20:59
: CG/JU
: N5407-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
BP012561.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

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

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

L3228 36850

TIC: BP012561.D\data.ms

8.940 10.2050-569
7.13%1305 7.769 8.499 9.658 0.722
6.96.
A 840 9.316 j\ 11.410

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012561.D\data.ms
1991633

17.287
15.422

14.116
13.840 17147

14.422

15.557

12.169 13.0323363 14.698 msﬁg 663 16.59216.97 17 25 19 M_//

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP012561.D\data.ms

23.510

21.286

3.663

—— o

Time--> 20

50 21.00 2150 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\BP110822\
Data File : BP@12561.D

Acq On : 08 Nov 2022 20:59
Operator : CG/JU

Sample : N5407-05

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butyl citrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.451 36.01 ng/ul 8608600  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 72
3 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 64
4 Butyl citrate 360 C18H3207 000077-94-1 64
5 Adipic acid, cycloheptyl isobuty... 298 C17H3004 1000324-71-5 53
Abundance Scan 2799 (19.451 min): BP012561.D\data.ms (-2794) (- m/z 185.10 100.00%
185.1
5000
57.1 SA
\ 259.1 19.50
ol 250, || 3271 414847275301 ;159 00 75.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269580: Butyl citrate
185.0
5000 T T
19.50
41.0 m/z 57.10  23.08%
l ’ 111.0 259.0
O\‘l““\‘\\”\‘\\‘l\ ““\\\1‘\\\\‘L\\\‘\\\3\‘6\1-\.\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163264: Adipic acid, butyl 3-pentyl ester
129.0
=
19.50
5000 m/z 41.10 17.31%
55.0 186.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251096: Adipic acid, 2-decyl isobutyl ester e
129.0 19.50
m/z 259.10  13.10%
5000
57.0
186.0
0 ‘\‘”‘JMHW‘M“ MHM'HHZF“C’(Q_HWMWm_m_m_ r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12561.D

Acqg On : 08 Nov 2022 20:59
Operator : CG/JU

Sample : N5407-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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|

Butyl citrate 19.451 36.0 ng/ul 8608600 5 21.286 4781420 20.0
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