LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@82021\
Data File : BN©15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc :

ALS vial : 3  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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15984.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.323 36 40 46 rBV 68776 101899 1.38% 0.138%
2 3.728 106 109 128 rBV 935084 1527302 20.70% 2.071%
3 4.064 162 166 174 rBV 44089 58418 0.79% 0.079%
4 7.034 664 671 686 rVB 1222414 2005953 27.18% 2.720%
5 7.205 694 700 711 rVB 843761 1422941 19.28% 1.929%

6 7.405 726 734 746 rBV 1181828 2025280 27.44%
7 7.546 755 758 763 rVB4 4273 7656 0.10%
8 7.875 807 814 824 rVvB 819005 1393702 18.89%
9 8.575 926 933 946 rBV 1436166 2421875 32.82%

9.034 1001 1011 1021 rBV 1115652 1933257 26.20%
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11 9.758 1127 1134 1145 rVB 904312 1568170 21.25%
12 10.293 1218 1225 1235 rBV 1419370 2420257 32.80%
13 10.675 1282 1290 1300 rBV 1099430 1934230 26.21%
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14 10.810 1302 1313 1323 rBV 1451309 2556010 34.64% 466%
15 11.022 1346 1349 1356 rVB7 6564 13057 ©0.18% 018%
16 12.263 1554 1560 1565 rBV 24418 40553 0.55% 0.055%
17 12.757 1637 1644 1650 rVB6 16425 39294 0.53% 0.053%
18 12.881 1656 1665 1674 rBV5 21436 58158 ©.79% 0.079%
19 12.975 1677 1681 1685 rVB6 6021 9582 0.13% 0.013%
20 13.481 1762 1767 1771 rVB7 5598 9782 0.13% 0.013%
21 13.810 1819 1823 1825 rBV5 8595 11495 0.16% 016%

22 13.922 1835 1842 1852 rBV 2608363 3721370 50.43%
23 14.204 1883 1890 1899 rVB 2822420 4199669 56.91%
24 14.422 1923 1927 1931 rVB6 7627 8384 0.11%
25 14.510 1934 1942 1954 rBV 1694032 2618741 35.49%
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26 14.704 1968 1975 1989 rBV 1239452 1885347 25.55%
27 15.316 2074 2079 2085 rBV3 17534 35426  0.48%
28 15.504 2104 2111 2121 rVB 3638199 5260853 71.29%
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29 15.616 2124 2130 2142 rBV 1036325 1485168 20.13% 014%
30 15.745 2146 2152 2158 rVB2 40704 69616  0.94% 094%
31 15.934 2180 2184 2191 rVB6 12147 20836 ©0.28% 0.028%
32 16.287 2242 2244 2248 rBv4 9377 11964 0.16% 0.016%
33 16.404 2262 2264 2267 rVB4 6883 7688 0.10% 0.010%
34 16.563 2287 2291 2298 rBV5 9116 14376  ©.19% ©0.019%
35 16.757 2320 2324 2328 rVB5 8201 10782 ©.15% ©0.015%
36 17.045 2369 2373 2379 rVB4 10153 14635 0.20% ©0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@82021\
Data File : BN©15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc :

ALS vial : 3  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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
37 17.257 2403 2409 2419 rVB 2112330 3107157 42.10% 4.213%
38 17.357 2419 2426 2434 rBV2 4015986 5816048 78.81% 7.886%
39 17.639 2468 2474 2477 rBV5 7213 12664 0.17% 0.017%
40 17.757 2490 2494 2496 rBV5 5294 7812 0.11% 0.011%
41 17.922 2518 2522 2527 rBV6 4947 8569 0.12% 0.012%
42 18.228 2570 2574 2579 rBvV3 9975 16271 0.22% 0.022%
43 19.216 2738 2742 2748 rBvV3 26522 37971 0.51% 0.051%
44 19.286 2749 2754 2760 rVB 46499 70646 0.96% 0.096%
45 19.345 2761 2764 2766 rBV3 7605 8343 0.11% 0.011%
46 19.492 2786 2789 2793 rBV5 5793 11256 0.15% 0.015%
47 19.539 2793 2797 2801 rVWV2 20267 27517 ©0.37% 0.037%
48 19.651 2810 2816 2823 rBV 4876687 6871082 93.11% 9.316%
49 20.339 2931 2933 2937 rBV5 11246 17121 0.23% 0.023%
50 20.657 2982 2987 2993 rBV 657498 796506 10.79% 1.080%
51 21.451 3116 3122 3128 rBV 2792109 3633955 49.24% 4.927%
52 22.569 3309 3312 3319 rVB2 85549 118193 1.60% 0.160%
53 23.127 3404 3407 3412 rVB2 143204 205996 2.79% 0.279%
54 23.698 3496 3504 3511 rBV2 3722741 7379555 100.00% 10.006%
55 23.851 3523 3530 3541 rVB2 1790090 3749861 50.81% 5.084%

56 24.474 3632 3636 3643 rVB3 202464 420240 5.69% 0.570%
57 25.321 3775 3780 3789 rVB3 217036 512797 6.95% .695%

o

Sum of corrected areas: 73753286
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©82021\
Data File : BN©15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN015984.D\data.ms
4000000
3000000
2000000
8.575 10.293 10.810
- 7.0347.405 9.034 10.67
1000000 3.728 7205  7.875 9.758
0 3.323 4.064 546 1.022
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN015984.D\data.ms
19.651
4000000 1r.357
15.504
3000000 14.204
13.922
17.257
2000000 14.510
4.704
15.616
1000000
ol 12:263 1212F8Y5 1348138L L4.4 2 15.31% 18934688RE63797.04 leazwzm 228 1 20.339
e e e e R e T e S i e e e
Time-->  12.00 12.50 13.00 13.50 14. oo 1450 15.00 1550 16.00 16.50 17.00 17. 50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN015984.D\data.ms
4000000 23.698
3000000 21451
2000000 73851
1000000
23.127 24.474 25.321
22.569 N A
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©82021\
Data File : BN@15984.D

Acqg On : 20 Aug 2021 13:38

Operator : CG/JU

Sample : PB138420BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO©81621MA.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Adipic acid, 2-ethylhexyl o... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.657 4.38 ng/ul 796506  Chrysene-d12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 72

Abundance Scan 2987 (20.657 min): BN015984.D\data.ms (-2982) (-  m/z 129.00 100.00%
1

29.0
57.1
5000
H H 20.50 21.00
241.2 | . :
o — ‘“‘n ! }‘ i w“ wre Tt 3422 4280 n/; 57.10 52.29%
mlz--> 50 100 150 200 250 300 350 400
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 — —
241.0 20.50 21.00
57.0 m/z 55.00  39.10%
O+ \M‘“\ ‘” \h‘\ }L \“‘\ r“ \1\8\4:.?\‘\ T r“‘\ \\2\9‘9\0\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
e —
57.0 20.50 21.00
5000 ITI/Z 70.10 32.60%
Bt 24
ol bbb ke
miz--> 50 100 150 200 250 300 350 400
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester e ey
129.0 20.50 21.00
m/z 71.05 31.78%
5000 57.0 j\
241.0
oLk w“ 80 . 380 J—— —s
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©82021\
Data File : BN©15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.474 2.24 ng/ul 420240  Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3636 (24.474 min): BN015984.D\data.ms (-3632) (- m/z 57.10 100.00%
57.1

5000

13.2 2070 "

M 283.0 357.2 416.2 2450
ma_auuﬂ"““"mwuu‘-mww_ww‘"ﬁ?‘??‘ m/z 71.65 78.85%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane
57.0

5000
24 50

43.10 61.96%

\\l‘\\“\l\‘\l‘\l“\"\“\‘\“‘\‘\\‘(\)“2\‘2\5\)\()‘\\2\9\?2\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0

o

o

24 50
5000 85.10 51.97%
o LT 0902050 30 JL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0 24, 50

55.05  26.64%

h \/MML
‘ ‘ I\ |‘ |‘ I ‘\1\69 0225 0 296.0

O e e e
miz—> 0 50 100 150 200 250 300 350 400 450 24.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©82021\

Data File : BN@15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc :

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO©81621MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.321 2.74 ng/ul 512797 Perylene-di2 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3780 (25.321 min): BN015984.D\data.ms (-3775) (- m/z 57.10 100.00%
57.1

2500 2550
209.0 281.1 356.1 : :
o_m_‘u'}‘ulﬁw\w,mwH_mwf“l‘??‘f‘??‘("?f‘?‘ m/z 71.00  79.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 e e
25.00 25.50
m/z 43.05 66.26%
0 l‘ HFﬁ 197.0  296.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo-
57.0
= e
25.00 25.50
5000 m/z 85.10 51.69%
309.0
o_‘J\‘J‘wmw‘l‘g‘f‘?‘wHH‘xHWH_WW_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane B e =4
57.0 25.00 25.50
m/z 55.00 28.03%
5000
o “ | /0 1070 2960
e A A S e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@82021\
Data File : BN©15984.D

Acqg On : 20 Aug 2021 13:38
Operator : CG/JU

Sample : PB138420BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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|
Adipic acid, 2-... 20.657 4.4 ng/ul 796506 5 21.451 3633960 20.0
(DEL) Alkane: S... 24.474 2.2 ng/ul 420240 6 23.851 3749860 20.0
(DEL) Alkane: S... 25.321 2.7 ng/ul 512797 6 23.851 3749860 20.0
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