LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 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-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7574.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.375 12 15 22 rvB2 12831 18914 ©.53% 0.065%
2 3.664 58 64 67 rBV8 6205 11386 0.32% 0.039%
3  3.805 86 88 97 rBV 28352 43289 1.21% ©0.149%
4 3.899 101 104 108 rvB2 14133 16861 ©0.47% ©0.058%
5 4.034 121 127 133 rVB 44718 71711 2.00% 0.247%
6 4.128 139 143 152 rVB 15988 24344 0.68% 0.084%
7 4.222 155 159 167 rVB5 19110 31613 0.88% 0.109%
8 4.499 203 206 209 rVB5S 7098 8515 0.24% 0.029%
9 5.046 294 299 307 rVB2 21795 37599 1.05% 0.130%
106 5.587 387 391 394 rBV6 3859 6593 0.18% 0.023%
11 5.646 399 401 407 rvVB7 4966 7417 0.21% 0.026%
12 6.175 488 491 494 rBVS5 2192 3720 0.10% 0.013%
13 6.328 511 517 526 rVB2 20107 34677 0.97% 0.119%
14 6.811 597 599 604 rVB6 2719 3886 ©0.11% 0.013%
15 7.105 642 649 658 rVB 172315 279843 7.80% 0.964%
16 7.275 672 678 686 rVB 130926 206351 5.75% 0.711%
17 7.475 706 712 723 rBV 170368 270389 7.54% 0.932%
18 7.587 726 731 738 rVB6 8265 12643 0.35% 0.044%
19 7.769 756 762 767 rBv4 5008 7980 0.22% 0.027%
20 7.946 785 792 800 rBV 758500 1206026 33.62% 4.155%
21 8.199 830 835 842 rVBle 6972 13923 0.39% 0.048%
22 8.457 874 879 881 rBV6 3038 4520 0.13% 0.016%
23 8.516 883 889 891 rVW4 6505 11592 0.32% 0.040%
24 8.546 891 894 899 rVB5 3121 3980 0.11% 0.014%
25 8.652 906 912 920 rBV 164811 266850 7.44% 0.919%
26 8.769 927 932 940 rvVB2 14410 24044 0.67% 0.083%
27 9.104 980 989 996 rBV 144047 247494  6.90%  0.853%
28 9.404 1035 1040 1043 rBV7 2798 4354 0.12% 0.015%
29 9.499 1051 1056 1059 rBVv7 3121 5901 0.16% 0.020%
30 9.569 1063 1068 1075 rVB2 54793 85408 2.38% 0.294%
31 9.828 1104 1112 1121 rBV 112347 186662 5.20% 0.643%
32 10.057 1147 1151 1157 rVBS 3521 7079 0.20% 0.024%
33 10.369 1197 1204 1213 rBV 200887 329952 9.20% 1.137%
34 10.534 1227 1232 1241 rBV 48101 81655 2.28% 0.281%
35 10.751 1261 1269 1278 rVB 1030681 1713980 47.78% 5.905%

36 10.881 1283 1291 1301 rBV 171931 301671 8.41% 1.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 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-BP101421.M
Title : SVOA CALIBRATION
37 11.275 1355 1358 1361 rBV5 2552 3692 0.10% 0.013%
38 11.540 1397 1403 1413 rW5 4407 11598 ©.32% 0.040%
39 12.069 1487 1493 1499 rBV 116361 163233 4.55% 0.562%
40 12.340 1532 1539 1545 rVB 5352 11708 ©.33% 0.040%
41 13.198 1683 1685 1689 rVB5 4075 5580 ©.16% ©0.019%
42 13.322 1701 1706 1711 rBV9 3524 6756 0.19% 0.023%
43 13.493 1729 1735 1742 rVB10O 5024 8287 0.23% 0.029%
44 13.992 1814 1820 1827 rBV 349658 495765 13.82% 1.708%
45 14.045 1827 1829 1833 rVB4 5335 6599 0.18% 0.023%
46 14.275 1858 1868 1875 rBV 401118 595439 16.60% 2.052%
47 14.581 1912 1920 1932 rBV 1599182 2372170 66.13%  8.173%
48 14.763 1944 1951 1963 rBV 104004 181088 5.05% ©.624%
49 14.857 1963 1967 1971 rVB7 6214 9710 0.27% 0.033%
50 14.922 1975 1978 1980 rBvV4 3199 3595 0.10% 0.012%
51 14.998 1987 1991 1997 rVB4 21902 30058 0.84% 0.104%
52 15.404 2056 2060 2063 rBV5 3698 4466 0.12% 0.015%
53 15.575 2082 2089 2097 rBV 583947 813005 22.66% 2.801%
54 15.687 2102 2108 2115 rVB2 61664 91808 2.56% ©.316%
55 15.810 2124 2129 2136 rVB7 8855 17202 ©0.48% 0.059%
56 16.022 2160 2165 2169 rVB7 5077 7901 0.22% 0.027%
57 16.134 2181 2184 2185 rBV3 6225 4821 0.13% 0.017%
58 16.251 2200 2204 2206 rBV5 3929 5665 0.16% ©0.020%
59 16.304 2210 2213 2217 rBV6 2484 4082 0.11% 0.014%
60 16.739 2284 2287 2293 rBV8 10452 13682 ©.38% 0.047%
61 16.875 2307 2310 2313 rBV5 4496 5826 ©.16% 0.020%
62 17.122 2347 2352 2355 rBV3 11237 19674 0.55% ©0.068%
63 17.333 2381 2388 2398 rBV 2039189 2895123 80.70%  9.975%
64 17.433 2399 2405 2416 rVV 621440 907374 25.29%  3.126%
65 17.522 2417 2420 2426 rVB6 16957 26604 ©.74% 0.092%
66 17.875 2478 2480 2482 rBV2 6179 5518 ©.15% 0.019%
67 18.016 2500 2504 2509 rVB4 21729 31833 0.89% 0.110%
68 18.228 2535 2540 2549 rBV 384818 557041 15.53% 1.919%
69 19.345 2726 2730 2732 rBV2 207990 246759 6.88% 0.850%
70 19.369 2732 2734 2737 rVV2 166108 227819 6.35% ©.785%
71 19.404 2737 2740 2745 rVV 152513 211832 5.90% ©.730%
72 19.463 2746 2750 2757 rVV2 134300 192496 5.37% 0.663%
73 19.663 2779 2784 2789 rBV 909683 1167596 32.55% 4.023%
74 20.604 2941 2944 2947 rBV 150465 160888 4.48% ©.554%
75 20.645 2948 2951 2956 rVB 191461 234481 6.54% ©.808%
76 20.757 2967 2970 2972 rBV 78033 86769 2.42%  0.299%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 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-BP101421.M
Title : SVOA CALIBRATION

77 20.916 2993 2997 3000 rBV 346393 395977 11.04% 1.364%
78 20.951 3000 3003 3007 rVV 730065 952682 26.56%  3.282%
79 20.992 3007 3010 3016 rVV 471661 843528 23.51%  2.906%
80 21.045 3016 3019 3024 rVB 264992 316393 8.82%  1.090%

81 21.139 3031 3035 3038 rBV 441314 518033 14.44% 1.785%
82 21.174 3038 3041 3045 rVB 368128 418629 11.67% 1.442%
83 21.421 3077 3083 3088 rBV 2458330 3409987 95.06% 11.749%
84 23.704 3466 3471 3479 rVB2 576590 1142861 31.86%  3.938%
85 23.863 3492 3498 3508 rVB2 1738887 3587377 100.00% 12.360%

Sum of corrected areas: 29023832
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BPO07574.D\data.ms
2500000
2000000

1500000

10.751

1000000
7.946

500000

195754 8.652 9.104 10.369 10.881
0.375;.@@3%2.499 5.046 55646  6.17828 6811 f\A K587]6 819%5%769 A gg%éé /\10057 10.534[ | 11.275.540

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07574.D\data.ms

2500000

17.333
2000000

14.581
1500000

19.663

1000000
15.575
500000 13.944.275 18.228
2.069
oL112.340 1313293 14&)45}\%&‘1@92815 4& %mrmm 16163975, 12 521718791

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 17.50 1800 18.50 19.00 1950 20.00

Abundance TIC: BPO07574.D\data.ms
21.421

2500000

23.863

2000000

1500000

1000000

500000 "i 4

0\ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ T
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 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Library Search Compound Report

Data File : BP@@7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS vial : 34

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.227 3.85 ng/ul 557041  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2540 (18.228 min): BPO07574.D\data.ms (-2535) (- m/z 73.00 100.00%
73.0

%

5000
213.2
“’ \ 18.00 18.50
Ol Mt H_W_Hﬂ,w?’?‘1‘9”‘35‘?9“‘H“‘?OFW???? m/z 60.00 76.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— —r—
18.00 18.50
‘ 57.0 m/z 43.05 70.23%
O‘\\Jr‘r“‘ }“MJJ“M"\\\“”|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
B ESS —
18.00 18.50
5000 129.0 m/z 57.10 61.91%
“ 213.0
Ol ‘HJ‘M:WHm,m‘,‘um‘Hwawww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid = 4
43.0 256.0 18.00 18.50
m/z 55.05 60.90%
5000
129.0
ool e |l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Diisoheptyl phthalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.916 2.32 ng/ul 395977  Chrysene-di12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoheptyl phthalate 362 C22H3404 090937-19-2 99
2 Phthalic acid, isohexyl isoporpy... 292 C17H2404 1000315-00-4 68
3 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 64
4 Phthalic acid, hexyl 2-methylpen... 334 C20H3004 1010356-91-1 64
5 Phthalic acid, isohexyl 4-methyl... 334 C20H3004 1010356-87-5 64

Abundance Scan 2997 (20.916 min): BPO07574.D\data.ms (-2993) (- m/z 149.00 100.00%

149.0
50001 57.1
21.00
265.1 . :
o “‘i‘ ‘M"‘M ok 2070 | 34104009 489.15460 .., 57 19  43.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271758: Diisoheptyl phthalate
149.0
57.0
5000 T
21.00
m/z 99.10 17.13%
H ‘ 265.0
O\‘\\“‘\‘AH\‘T‘\\IW\1‘\\\0‘\8;(\)\‘\\\\‘\\\3\‘6%.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #189007: Phthalic acid, isohexyl isoporpyl ester
149.0
—r
21.00
5000 m/z 43.10 14.61%
209.0
43.0
Obbsiprrr bbb 2220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #308877: Phthalic acid, 8-bromoctyl isobutyl ester e
149.0 21.00
m/z 41.10 11.46%
5000
57.0 293.0
S R S NG L AN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 3 Phthalic acid, di(hept-2-yl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.951 5.59 ng/ul 952682  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisoheptyl phthalate 362 C22H3404 090937-19-2 91
2 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 86
3 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
4 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 80
5 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80

Abundance Scan 3003 (20.951 min): BPO07574.D\data.ms (-3000) (- m/z 149.00 100.00%

149.0
50001 571
e
L 207.0%%71 326.2384.3441.3 2100
obdlbdi 1, 2070 17 326.2384.3441.35013 ./, 57,19  40.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271758: Diisoheptyl phthalate
149.0
57.0
5000 T
21.00
m/z 43.10 15.27%
H J 265.0
0 \‘\\‘iw‘!J\\‘“\f\\ \‘\\\(‘)\8?0\\‘\‘\\\‘\\\3\(‘3\2\.9\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
e
21.00
5000 ITI/Z 99.10 14 .60%
57.0 265.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester e
149.0 21.00
m/z 41.10 11.15%
57.0
0 J Sy T 2??0‘ 3?20\ T
R e R S LA —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 4 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.992 4.95 ng/ul 843528  Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
3 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 80
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
5 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 72

Abundance Scan 3010 (20.992 min): BPO07574.D\data.ms (-3007) (- m/z 149.00 100.00%
149.0

5000

=

57.1

AR
21.00
207.0265.1
b L 2P0 3690 4420 848! 1, 5716 30.06%

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

Abundance #271909: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0

o

2

5000 T

21.00
m/z 43.10 11.58%
N 265.0

‘\\\\’\\l\\“\!\\ \H\‘\H\‘\‘H\‘H\\‘H\\‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271899: 1,2-Benzenedicarboxylic acid, diheptyl ester

o

=

149.0
e
21.00
5000 m/z 99.10 10.22%
41.0
O oth st g 3820
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester —
149.0 21.00
m/z 150.00 9.77%
5000
57|-° 265.0
L S eansean —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 5 Phthalic acid, 2,4-dimethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.139 3.04 ng/ul 518033  Chrysene-di12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2,4-dimethylpent-... 362 C22H3404 1000356-84-6 80
2 Phthalic acid, heptyl trans-hex-... 346 C21H3004 1000360-48-5 72
3 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 72
4 Phthalic acid, 7-bromoheptyl hex... 426 C21H31BroO4 1010415-52-0 64
5 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 64

Abundance Scan 3035 (21.139 min): BP007574.D\data.ms (-3031) (-  m/z 149.00 100.00%

149.0
5000
57.1
—r —
1 ‘ 265.1 21.00 21.50
O kbbb | 2070777 3410 4148 4895548 ;57 19 0.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271954: Phthalic acid, 2,4-dimethylpent-3-yl heptyl estel
149.0
5000 — St
21.00 21.50
57.0 m/z 43.10  15.92%
247.0
O\‘\\H‘i\\‘\\\l‘l\\\\\l\\\‘\\\\“‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #255698: Phthalic acid, heptyl trans-hex-3-enyl ester
149.0
—r —
21.00 21.50
5000 82.0 m/z 55.10 14.29%
265.0
0 \‘\\h‘nu‘\‘\‘luu T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester P ——
149.0 21.00 21.50
m/z 41.10 12.45%
5.0 265.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@OO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample : M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 6 Phthalic acid, heptyl octyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.174 2.46 ng/ul 418629  Chrysene-di12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 80
2 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 80
3 Phthalic acid, 2,4-dimethylpent-... 418 C26H4204 1000356-85-0 72
4 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 72
5 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 64

Abundance Scan 3041 (21.174 min): BPO07574.D\data.ms (-3038) (- m/z 149.00 100.00%

149.0
5000
571 e e
bbb | 20807 17 3409 4150 4891549  n/z s57.10  17.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284730: Phthalic acid, heptyl octyl ester
149.0
5000 — e
21.00 21.50
m/z 150.00 9.48%
57.0
0 \“\\H‘II\‘\‘H"HH \l\\\‘\\\\2‘6\5\"\9‘\\\\‘3\7\6\.\()‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
e e
21.00 21.50
5000 ITI/Z 43.10 7.59%
?7-0 265.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312624: Phthalic acid, 2,4-dimethylpent-3-yl undecyl est e ——
149.0 21.00 21.50
m/z 41.10 7.18%
5000
57.0
’ 303.0
0“ﬂﬁﬂhku““H"H‘_‘HH‘M‘_“W‘H“H‘W“H“ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BPOO7574.D

Acqg On : 22 Oct 2021 04:16
Operator : CG/JU

Sample 1 M4217-03

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|
n-Hexadecanoic ... 18.227 3.9 ng/ul 557041 4 17.334 2895120 20.0
Diisoheptyl pht... 20.916 2.3 ng/ul 395977 5 21.422 3409990 20.0
Phthalic acid, ... 20.951 5.6 ng/ul 952682 5 21.422 3409990 20.0
1,2-Benzenedica... 20.992 5.0 ng/ul 843528 5 21.422 3409990 20.0
Phthalic acid, ... 21.139 3.0 ng/ul 518033 5 21.422 3409990 20.0
Phthalic acid, ... 21.174 2.5 ng/ul 418629 5 21.422 3409990 20.0
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