LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc :

ALS Vvial : 11 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-BP122321.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@8525.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.023 3 6 14 rVB 1803088 2586181 19.41% 2.896%
2 3.093 14 18 34 rVB 2045230 2779215 20.86% 3.112%
3 3.352 59 62 69 rvB 44307 61614 0.46% 0.069%
4 3.764 128 132 144 rVW 169304 279190 2.10% 0.313%
5 3.870 147 150 155 rVB 37580 51171 0.38% 0.057%
6 4.099 186 189 195 rVB 27757 37540 0.28% 0.042%
7 5.011 340 344 353 rVB2 31572 51323 ©0.39% 0.057%
8 7.058 685 692 701 rBV 498802 826169 6.20% ©.925%
9 7.234 715 722 730 rBV 450607 762841 5.73% 0.854%
10 7.434 749 756 762 rBV 521335 835396 6.27% 0.935%
11  7.552 771 776 781 rVB4 19912 32170 0.24% 0.036%
12 7.905 829 836 845 rVB 1441211 2276462 17.09% 2.549%
13 8.605 948 955 965 rw 617127 993489 7.46% 1.113%
14 8.722 968 975 985 rVB 35463 74718 0.56% 0.084%
15 9.058 1024 1032 1040 rBV 484684 815792 6.12% 0.914%
16 9.158 1045 1049 1058 rVB3 18128 38338 0.29% 0.043%
17 9.240 1058 1063 1068 rBVS8 8042 16019 0.12% 0.018%
18 9.534 1108 1113 1118 rVB4 19733 32833 0.25% 0.037%
19 9.728 1136 1146 1149 rBv4 15993 37959 0.28% 0.043%
20 9.781 1149 1155 1162 rVB 276677 478197 3.59% 0.535%
21 10.322 1240 1247 1255 rBV 579944 947378 7.11% 1.061%
22 10.704 1303 1312 1320 rBV 1835109 3197751 24.00% 3.581%
23 10.834 1327 1334 1341 rBV 554587 985201 7.40% 1.103%
24 10.899 1341 1345 1350 rVB2 21618 36307 0.27% 0.041%
25 11.234 1396 1402 1409 rBV2 5414 14914 0.11% 0.017%
26 11.493 1443 1446 1453 rVB8 11067 20100 0.15% 0.023%
27 11.569 1453 1459 1466 rBVS8 7576 15051 0.11% 0.017%
28 11.657 1472 1474 1481 rVB7 9992 15899 0.12% 0.018%
29 11.757 1481 1491 1498 rBv4 29820 70200 0.53% 0.079%
30 12.151 1551 1558 1565 rBV3 23613 49841 0.37% 0.056%
31 12.287 1578 1581 1588 rVvB2 15476 20971 0.16% 0.023%
32 12.363 1588 1594 1602 rVB4 22473 54955 0.41% 0.062%
33 12.457 1602 1610 1611 rBVS8 12042 22094 0.17% 0.025%
34 12.581 1627 1631 1636 rBV6 14813 29053 0.22% 0.033%
35 12.734 1654 1657 1659 rBV4 12186 13388 0.10% 0.015%
36 12.781 1662 1665 1669 rVV4 11315 18434 0.14% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc :

ALS Vvial : 11 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-BP122321.M
Title : SVOA CALIBRATION
37 12.840 1669 1675 1680 rVV5 15948 31709 ©0.24% 0.036%
38 12.969 1692 1697 1701 rBV5 20210 41662 0.31% 0.047%
39 13.040 1705 1709 1715 rVWVW7 20862 45245 0.34% 0.051%
40 13.098 1715 1719 1724 rVWW3 49373 74751 0.56% ©0.084%
41 13.151 1726 1728 1733 rVB6 15467 21484 0.16% 0.024%
42 13.275 1742 1749 1752 rBV8 12127 25714 0.19% 0.029%
43 13.340 1756 1760 1762 rBV5 23072 31714 0.24% 0.036%
44 13.381 1762 1767 1770 rBV2 41919 68671 0.52% 0.077%
45 13.475 1780 1783 1788 rBV5 28985 47753 0.36% ©0.053%
46 13.598 1800 1804 1805 rBV3 17952 23795 0.18% 0.027%
47 13.716 1818 1824 1829 rBV8 20359 51696 ©.39% ©.058%
48 13.775 1830 1834 1838 rVB5 22125 38020 ©.29% 0.043%
49 13.863 1844 1849 1854 rBV7 39588 86495 0.65% 0.097%
50 13.940 1857 1862 1872 rVB 1221966 1800258 13.51% 2.016%
51 14.040 1876 1879 1883 rVB2 64660 86513 0.65% 0.097%
52 14.093 1883 1888 1891 rBV6 37089 60970 0.46% 0.068%
53 14.228 1903 1911 1919 rBV 1215458 1934202 14.52% 2.166%
54 14.381 1934 1937 1944 rVB3 70609 135969 1.02% ©.152%
55 14.451 1944 1949 1953 rBV3 66406 114476 0.86% ©.128%
56 14.534 1954 1963 1972 rVV 2814715 4255766 31.95% 4.766%
57 14.710 1988 1993 2001 rBV2 280288 464775 3.49% ©.520%
58 15.075 2053 2055 2060 rVB4 48933 59317 ©0.45% 0.066%
59 15.157 2065 2069 2074 rBV3 42495 95444 0.72% 0.107%
60 15.263 2085 2087 2091 rBV4 26863 36904 0.28% 0.041%
61 15.404 2109 2111 2114 rVB3 35324 34777 ©.26% ©.039%
62 15.528 2126 2132 2139 rVB 1626935 2534438 19.02%  2.838%
63 15.587 2139 2142 2145 rVV3 44739 50056 ©.38% 0.056%
64 15.628 2145 2149 2156 rVB3 228635 349083 2.62% ©.391%
65 15.822 2175 2182 2191 rBv4 113250 301020 2.26% ©.337%
66 15.898 2191 2195 2199 rBV5 69048 99591 0.75% 0.112%
67 15.969 2203 2207 2211 rBV = 122992 209806 1.57% ©.235%
68 16.010 2211 2214 2219 rVV2 54520 73118 ©.55% 0.082%
69 16.092 2224 2228 2232 rBV5 58036 108324 0.81% 0.121%
70 16.181 2240 2243 2247 rVB 71506 88653 0.67% ©.099%
71 16.263 2254 2257 2260 rBVe 94119 134055 1.01% ©.150%
72 16.392 2274 2279 2283 rBV3 61019 108013 0.81% 0.121%
73 17.063 2391 2393 2397 rBV2 50888 60100 ©.45% 0.067%
74 17.281 2424 2430 2437 rBV 2908237 4265698 32.02% 4.777%
75 17.381 2441 2447 2456 rVB 1763197 2528987 18.98%  2.832%
76 17.475 2460 2463 2469 rVV5 53952 84938 0.64% 0.095%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc :

ALS Vvial : 11 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-BP122321.M
Title : SVOA CALIBRATION

77 19.610 2821 2826 2835 rBV 2011912 2830691 21.25% 3.170%
78 20.522 2977 2981 2987 rVB 372234 422627 3.17% 0.473%
79 20.851 3033 3037 3047 rBV 1242137 1440206 10.81% 1.613%
80 20.933 3048 3051 3057 rVB 257422 307931  2.31% 0.345%

81 20.998 3058 3062 3066 rVV 797755 890848 6.69% ©.998%
82 21.086 3074 3077 3084 rBV2 254373 385955 2.90% 0.432%
83 21.292 3107 3112 3119 rBV 10813891 13322101 100.00% 14.918%
84 21.363 3119 3124 3133 rVB 3277102 4584107 34.41% 5.133%
85 21.516 3147 3150 3152 rBV 207031 255096 1.91% ©.286%

86 21.539 3152 3154 3157 rVB 230438 255820 1.92% ©.286%
87 21.698 3178 3181 3185 rVB 246728 310210  2.33% ©.347%
88 21.839 3200 3205 3209 rBV 914488 1294745 9.72% 1.450%
89 21.892 3209 3214 3219 rVB2 1427276 1961466 14.72%  2.196%
90 22.239 3267 3273 3284 rVB 2869924 4655732 34.95% 5.214%
91 22.851 3373 3377 3386 rVB 1114715 2028861 15.23% 2.272%
92 22.974 3390 3398 3407 rVB2 921617 2157953 16.20% 2.417%
93 23.351 3456 3462 3464 rBV 1598910 2797043 21.00%  3.132%
94 23.633 3505 3510 3519 rVB2 1306993 2592976 19.46%  2.904%
95 23.798 3532 3538 3543 rBV2 2188330 4305215 32.32% 4.821%
96 24.116 3588 3592 3596 rBV 250574 457188 3.43% 0.512%
97 24.810 3704 3710 3724 rVB 1224201 2801482 21.03% 3.137%

Sum of corrected areas: 89300367
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1le+07

8000000

6000000

4000000

2000000

: 23 Dec 2021 15:27
: CG/IU
: M5153-05ME

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
BP008525.D

Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.M

: SVOA CALIBRATION

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

TIC: BP008525.D\data.ms

bo93

10.704

10.322
WA | 0,8991.234 1BBE¢

8.605 9,058
$.722 9938®.5

7.0883434 .834

3.352 3.3@m099 5.011 A A R.552

Time-->
Abundance

le+07

8000000

6000000

4000000

2000000

3.00

350 400 450 500 5.50 6.00 650 7.00 750 8.00 850
TIC: BP008525.D\data.ms

9.00

9.50 10.00 10.50 11.00 11.50

14.534

13.94@.228

I}

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

0

Wi d [ AR BIL DS i3 0% X104 O SEAS .
R L L L L A L L L B I LRI L L R

12.00 12,50 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
TIC: BP008525.D\data.ms

21.p92

21,363

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 (DEL) Alkane: Cyclic3.023 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.023 22.72 ng/ul 2586180 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 95
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 91
4 Cyclohexane 84 C6H12 000110-82-7 91
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
Abundance Scan 6 (3.023 min): BP008525.D\data.ms (-3) (-) m/z 56.00 100.00%
56.0

%

5000
T
“ 3.103.203.303.40
Ol 12l 192.8253.1 355.0 42983 5106 m/z 84.05 86.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1643: Cyclohexane
56.0
5000 L B B B L I
3.103.203.303.40
‘ ‘ m/z 41.00 53.81%
0‘\\\‘\\}“l\JWT‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1646: Cyclohexane
56.0
R N R AN REaan
3.103.203.303.40
5000 m/z 55.00 35.97%
OHH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1644: Cyclohexane R REEEEEEEEEEEEN Sy
56.0 3.103.203.303.40
m/z 69.05 34.01%
5000 jk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.093  24.42 ng/ul 2779220 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance  Scan 18 (3.093 min): BP008525.D\data.ms (-14) (-) m/z 73.05 100.00%
73.0
5000 J\\
—
‘ ‘ 320  3.40
ob bl 11 13371931 2660 3427404146235190 /2 43,00  32.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN O B B B B B B
3.20 3.40
“ ‘ m/z 87.05 25.58%
0\\“\‘\“‘”\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
—
3.20 3.40
5000 m/z 55.00 22.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 3.20 3.40
m/z 71.05 11.07%
5000 J{
O\Hll e A AR T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 Octicizer Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.851 6.28 ng/ul 1440210  Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octicizer 362 C20H2704P 001241-94-7 98
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 91
3 Octicizer 362 C20H2704P 001241-94-7 89
4 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 53
5 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 53
Abundance Scan 3037 (20.851 min): BP008525.D\data.ms (-3033) (- m/z 251.00 100.00%
251.0
5000
94.0 — ——
d l 169.9 2622 20.50 21.00
o8l 9622 47495322 1/, 259.00  25.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271568: Octicizer
251.0
5000 — ——
20.50 21.00
94.0 362.0 m/z 94.00 21.81%
175.0
02\9‘\-&)‘“\\4‘\#!\‘\‘\\f{\‘“\\‘\\l\ \\\\’\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #295462: Phosphoric acid, isodecyl diphenyl ester
251.0
= —=
20.50 21.00
5000 m/z 249.00 18.91%
94.0
170.0
OZQ'PHM ek 333.0390.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271570: Octicizer == =
251.0 20.50 21.00
m/z 55.05 13.84%
5000 94.0
M\“M it 362.0
O+ttt e e e “ 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 4 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.998 3.8 ng/ul 896848 Chrysene-di2 21.363

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 94
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 91
3 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 87
4 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 86
5 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 86

Abundance Scan 3062 (20.998 min): BP008525.D\data.ms (-3058) (-  m/z 149.00 100.00%
149.0

—

5000
o —
57{'1 207.0%%%13232  429.1487.2544.¢ 2100
O A B S e S T ey m/z 57.18 13.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271899: 1,2-Benzenedicarboxylic acid, dineptyl ester
149.0
5000 T 7
21.00
410 m/z 156.00  9.49%
O‘\\‘L‘\“‘A\‘“\\“\\\\ \\\\‘\\\\2‘6\?.\0\‘\\\3\‘6%.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
o hs
21.00
5000 m/z 41.10 7.77%
57.0 265.0

l \ 362.0

‘\\\\‘J\\\\‘l\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

-

Abundance #271772: Phthalic acid, di(hept-2-yl) ester ==
149.0 21.00
m/z 43.10 7.18%
5000
571-0 265.0
O ettt e e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP@@8525.D

Acqg On : 23 Dec 2021 15:27

Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 5 Phthalic acid, heptyl octyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.839  5.65 ng/ul 1294756  Chrysene-di2 21.363

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 90

2 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 87
3 Phthalic acid, heptyl 6-methylhe... 376 C23H3604 1000377-96-1 86
4 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 86
5 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 86

Abundance Scan 3205 (21.839 min): BP008525.D\data.ms (-3200) (-  m/z 149.00 100.00%

149.0
5000
57.1 265.1 ‘ 21.50 22.00
Obr e |1 20707717 3531 420.9489.9549. 1/, 5719 10.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284730: Phthalic acid, heptyl octyl ester
149.0
5000 — —
21.50 22.00
m/z 150.00 9.66%
57.0
O\“\\H‘Il\‘\‘\\‘l\\\\\l\\\‘\\\\2‘6\?1\?‘\\\\‘3\7\6\.\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
= =
21.50 22.00
5000 ITI/Z 43.10 8.56%
57.0
obadlbpeerd o bSRO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284845: Phthalic acid, heptyl 6-methylhept-2-yl ester P —
149.0 21.50 22.00
m/z 41.05 7.35%
5000
57.0 265.0
0 Hﬁﬁvu‘u“‘LH‘H‘WﬂH‘_‘H‘H‘W“H‘H‘W‘H‘_ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP@@8525.D

Acqg On : 23 Dec 2021 15:27

Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 6 Phthalic acid, hexyl 1-phen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.892  8.56 ng/ul 1961478 Chrysene-di2 21.363

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, hexyl 1-phenylpro... 368 C23H2804 1000324-39-2 80
2 Phthalic acid, decyl isobutyl ester 362 C22H3404 1000308-94-2 64
3 Phthalic acid, nonyl pentyl ester 362 C22H3404 1000308-93-1 64
4 Phthalic acid, isobutyl nonyl ester 348 C21H3204 1000309-04-4 64
5 Phthalic acid, butyl tridec-2-yn... 400 C25H3604 1000315-43-7 59

Abundance Scan 3214 (21.892 min): BP008525.D\data.ms (-3209) (- m/z 149.00 100.00%

149.0
5000
91.0
L ‘ 2081306 13670 47495346 0 22.00
Y Ll m/z 91.e8 17.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #277353: Phthalic acid, hexyl 1-phenylpropyl ester
149.0
5000 - ——
21.50 22.00
91.0 234.0 m/z 156.60  11.27%
OZ\QN.Q‘HHH‘I\‘UM\ \\\\‘\\\h\‘\\\\:‘3\2\1\.(\)‘\\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271777: Phthalic acid, decyl isobutyl ester
149.0
- e
21.50 22.00
5000 ITI/Z 57.10 10.33%
57.0
l 223.0 307.0
0 m$ﬁwuﬂu“‘M‘_J‘W‘H‘N‘H‘H‘W‘H‘_‘H“H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271768: Phthalic acid, nonyl pentyl ester — —
149.0 21.50 22.00
m/z 43.10 9.03%
B Md
43.0
B8O | 231009
e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP122321.M Tue Dec 28 15:18:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP@@8525.D

Acqg On : 23 Dec 2021 15:27

Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 7 1,2-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.851  9.43 ng/ul 2028868 Perylene-di2 23.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 87
2 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 86
3 Di-n-octyl phthalate 390 C24H3804 000117-84-0 80
4 Phthalic acid, hexyl 6-methylhep... 362 C22H3404 1000377-96-0 80
5 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 80

Abundance Scan 3377 (22.851 min): BP008525.D\data.ms (-3373) (- m/z 149.00 100.00%

149.0
5000
s ==
43.1 293.1 ‘ 22.50 23.00
Ol i 11 207:0 2052 356.1415.1475.1 549 /7 4310 10.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
5000 — —
22.50 23.00
m/z 57.10 10.29%
43‘-0 293.0
0\\\““\‘;!‘\‘\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester
149.0
— ——
22.50 23.00
5000 m/z 150.60  10.15%
57.0 293.0
] S S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295604: Di-n-octyl phthalate = —
149.0 22.50 23.00
m/z 41.10 7.18%
- W
43.0
obbdbberpeer [ 2070 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

SFAM-EPA-BP122321.M Tue Dec 28 15:18:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 8 Phthalic acid, 4-bromobenzy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.974 10.02 ng/ul 2157950  Perylene-d12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 4-bromobenzyl non... 460 C24H29Bro04 1000371-07-6 78
2 Phthalic acid, 3-methylbenzyl do... 438 C28H3804 1000371-09-9 72
3 Phthalic acid, 2-fluorobenzyl he... 372 C22H25F04 1000371-06-8 72
4 Phthalic acid, 3-chlorobenzyl no... 416 C24H29C104 1000371-15-1 64
5 Phthalic acid, pentyl undec-2-en... 388 C24H3604 1000315-41-6 64

Abundance Scan 3398 (22.974 min): BP008525.D\data.ms (-3390) (-  m/z 149.00 100.00%
149.0

N

5000 91.0
=
’ 207.0 276.1 23.00
Obercdatedh LL| 2070, (1 336.4304.3 47625352 ./, 91 .00  49.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #328892: Phthalic acid, 4-bromobenzyl nonyl ester
149.0
5000 1 7
23.00
m/z 123.00 15.98%
43.0 \ 276.0
O‘H\\\l‘“\‘l\“\‘!“IHLJW 1“\2\0‘19\.\0\‘\H\‘\ll\\‘\\\\‘\\\4\.(‘3%.\0\‘\\\\‘\

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

Abundance #321361: Phthalic acid, 3-methylbenzyl dodecy! ester
149.0

-

T
23.00

5000 m/z 150.00  15.91%

43.0 318.0
Ll 1 2520 | 438.0

‘\\\\‘\\\\‘\ \\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #281338: Phthalic acid, 2-fluorobenzyl heptyl ester —
149.0 23.00

m/z 131.95 11.55%

o

o

5000

-

57.0 248.0
bkl il | 372.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP122321.M Tue Dec 28 15:19:00 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP@@8525.D

Acqg On : 23 Dec 2021 15:27

Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 9 Phthalic acid, 2-ethylbutyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.351 12.99 ng/ul 2797648  Perylene-di2 23.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 86
2 Phthalic acid, 3-methylbutyl non... 362 C22H3404 1000356-81-0 86
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 86

4 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 86
5 Phthalic acid, decyl hex-3-yl ester 390 C24H3804 1000356-96-1 80

Abundance Scan 3462 (23.351 min): BP008525.D\data.ms (-3456) (- m/z 149.00 100.00%

149.0
5000
= =
43.1 2031 23.00 23.50
ot 4 2070 007 8653 46115183 n/z 150.00  9.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
5000 = o
23.00 23.50
m/z 43.10 9.24%
43.0
l | 293.0
O\‘\W\‘N\J\‘\\‘l\\\\\\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #271832: Phthalic acid, 3-methylbutyl nonyl ester
149.0
— —r
23.00 23.50
5000 ITI/Z 41.05 6.19%
71.0
237.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312554: 1,2-Benzenedicarboxylic acid, dinonyl ester P ——
149.0 23.00 23.50
m/z 57.10 6.06%
5000
293.0
ol B2 | | 361.0418.0
e e T T — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP122321.M Tue Dec 28 15:19:01 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 10 Phthalic acid, 6-methylhept... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.116 2.12 ng/ul 457188  Perylene-di12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 6-methylhept-2-yl... 404 C25H4004 1000377-96-3 86
2 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 83
3 Phthalic acid, hexyl tridecyl ester 432 C27H4404 1000308-99-1 81
4 Phthalic acid, 4-methylhept-3-yl... 432 C27H4404 1000377-94-6 80
5 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80

Abundance Scan 3592 (24.116 min): BP008525.D\data.ms (-3588) (-  m/z 149.00 100.00%

149.0
5000
— =
43.0 pono 2931 24.00 24.50
Obrd bt |1 2080 TTT 36534201 5348 .., 43,05  10.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #304983: Phthalic acid, 6-methylhept-2-yl nonyl ester
149.0

5000 — e
24.00 24.50

m/z 150.00 9.70%

?7|? \ 29?.0
LAy
\\\‘\1\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0

T T
24.00 24.50

o

5000 ITI/Z 57.05 9.43%
43.0
‘ 293.0
0 \\\\‘N\l\‘\ﬂw‘luu T e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #319030: Phthalic acid, hexyl tridecyl ester P —
149.0 24.00 24.50
m/z 167.00  7.46%
5000
43.0 251.0
obdii o TUT 3490 430 e I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP122321.M Tue Dec 28 15:19:02 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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 11 1,2-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.810 13.01 ng/ul 2801480  Perylene-d12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 80
2 Didecyl phthalate 446 C28H4604 000084-77-5 80
3 Phthalic acid, hept-3-yl undecyl... 418 C26H4204 1000356-99-5 80
4 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 78
5 Phthalic acid, 8-chlorooctyl non... 438 C25H39C1l04 1010356-86-4 78

Abundance Scan 3710 (24.810 min): BP008525.D\data.ms (-3704) (-  m/z 149.00 100.00%

149.0
5000
— ——
43.0 2931 24.50 25.00
obrrdbbsp o 1 2061 702 386.1 430148895464 4/7 150.00  9.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
5000 — —
24.50 25.00
m/z 43.05 9.35%
46&? 279.0
O\‘\\‘J\‘#V\wlf\\\\\\\‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #324472: Didecyl phthalate
149.0
— —r
24.50 25.00
5000 ITI/Z 57.10 7.09%
43.0 307.0
L M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312504: Phthalic acid, hept-3-yl undecyl ester P ——
149.0 24.50 25.00
m/z 55.00 5.98%
- ¢
57.0 321.0
Om““l\‘m“\m\lm‘mw\\\‘\\\\\‘\m‘\m‘\m‘uu‘\ “ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BP122321.M Tue Dec 28 15:19:03 2021 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122321\
Data File : BP0@8525.D

Acqg On : 23 Dec 2021 15:27
Operator : CG/JU

Sample : M5153-05ME

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP122321.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|
(DEL) Alkane: C... 3.023 22.7 ng/ul 2586180 1 7.905 2276460 20.0
Butane, 2-metho... 3.093 24.4 ng/ul 2779220 1 7.905 2276460 20.0
Octicizer 20.851 6.3 ng/ul 1440210 5 21.363 4584110 20.0
1,2-Benzenedica... 20.998 3.9 ng/ul 890848 5 21.363 4584110 20.0
Phthalic acid, ... 21.839 5.7 ng/ul 1294756 5 21.363 4584110 20.0
Phthalic acid, ... 21.892 8.6 ng/ul 1961470 5 21.363 4584110 20.0
1,2-Benzenedica... 22.851 9.4 ng/ul 2028860 6 23.798 4305220 20.0
Phthalic acid, ... 22.974 10.0 ng/ul 2157950 6 23.798 4305220 20.0
Phthalic acid, ... 23.351 13.0 ng/ul 2797040 6 23.798 4305220 20.0
Phthalic acid, ... 24.116 2.1 ng/ul 457188 6 23.798 4305220 20.0
1,2-Benzenedica... 24.810 13.0 ng/ul 2801480 6 23.798 4305220 20.0
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