LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc :

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15742.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 30 34 40 rVB 22146 29892 1.18% 0.095%
2 3.834 106 110 117 rVB4 12294 16408 0.65% 0.052%
3 3.934 123 127 135 rW 63977 92564 3.66% 0.294%
4 4.011 138 140 143 rvwv3 8369 11171 0.44% 0.035%
5 4.052 144 147 155 rvB2 19538 33139 1.31% 0.105%
6 4.158 161 165 169 rVB 20067 29031 1.15% 0.092%
7 4.552 228 232 235 rVB6 4958 7648 0.30% 0.024%
8 4.734 260 263 268 rVB3 10470 14753 0.58% 0.047%
9 5.111 323 327 329 rBV3 4773 6817 0.27% 0.022%
106 5.246 349 350 358 rVB7 4507 8714 0.34% 0.028%
11 5.658 416 420 422 rBVS 5231 6741 0.27% 0.021%
12 6.028 478 483 490 rBvVi1e 9405 16438 0.65% 0.052%
13 6.705 594 598 604 rVB7 7211 14439 0.57% 0.046%
14 7.022 648 652 657 rBv8 4247 7990 0.32% 0.025%
15 7.234 681 688 708 rBV 172545 455873 18.04% 1.446%
16 7.387 709 714 730 rW 187834 347387 13.75% 1.102%
17 7.593 742 749 758 rBV 266729 480329 19.01% 1.524%
18 7.693 763 766 772 rVB7 7205 12004 0.48% 0.038%
19 8.022 815 822 823 rBV7 5469 8577 0.34% 0.027%
20 8.063 823 829 845 rVB 486945 874466 34.61% 2.775%
21 8.616 917 923 931 rVB 7624 15378 0.61% 0.049%
22 8.705 936 938 944 rBV7 4226 7377 0.29% 0.023%
23 8.805 947 955 968 rBvV2 99528 276050 10.93% 0.876%
24 8.916 968 974 989 rVB 88966 196059 7.76% 0.622%
25 9.169 1013 1017 1023 rVB9 4242 8836 ©.35% 0.028%
26 9.252 1023 1031 1045 rBvV 204499 450667 17.84% 1.430%
27 9.610 1085 1092 1095 rBVS8 3230 6588 0.26% 0.021%
28 9.981 1148 1155 1169 rBV 160908 382415 15.14% 1.213%
29 10.234 1188 1198 1199 rBV9 7829 11539 0.46% 0.037%
30 10.375 1216 1222 1223 rBV6 5764 9486 ©.38% 0.030%
31 10.552 1244 1252 1279 rBV 150262 511121 20.23% 1.622%
32 10.893 1298 1310 1329 rBV 562174 1163246 46.04% 3.691%
33 11.022 1329 1332 1336 rVw4 4516 6573 0.26% 0.021%
34 11.087 1336 1343 1360 rVV2 45669 145629 5.76% 0.462%
35 11.887 1471 1479 1484 rBV5 10146 18665 ©0.74% 0.059%
36 12.293 1543 1548 1552 rBV6 8482 17077 0.68% 0.054%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc :

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 12.499 1578 1583 1588 rvB9 6111 12275 0.49% 0.039%
38 12.569 1588 1595 1603 rBV2 10566 24511 0.97% 0.078%
39 12.775 1625 1630 1638 rBv4 7192 16437 0.65% 0.052%
40 13.063 1673 1679 1689 rBvV4 9953 25953 1.03% 0.082%
41 13.228 1701 1707 1714 rBV6 9412 18322 ©0.73% 0.058%
42 13.510 1752 1755 1760 rVv2 13350 19592 0.78% 0.062%
43 13.581 1760 1767 1777 rVV8 22736 56648 2.24% 0.180%
44 13.904 1814 1822 1827 rBV9 6506 15186 0.60% 0.048%
45 13.975 1827 1834 1837 rBV9 5862 12013 0.48% 0.038%
46 14.022 1837 1842 1849 rBV6 16959 36470 1.44% 0.116%
47 14.122 1849 1859 1873 rBV 462058 820729 32.49% 2.604%
48 14.298 1882 1889 1894 rVB7 6879 14019 ©0.55% 0.044%
49 14.410 1901 1908 1923 rBV 585223 1014670 40.16% 3.220%
50 14.528 1923 1928 1933 rVB8 8462 15888 0.63% 0.050%
51 14.581 1933 1937 1944 rBV3 13719 21152 0.84% 0.067%
52 14.657 1946 1950 1953 rBV5 12063 17797 0.70% 0.056%
53 14.710 1953 1959 1967 rBV 843402 1313664 52.00% 4.168%
54 14.945 1990 1999 2001 rBVlie 10088 19374 0.77% 0.061%

55 14.987 2001 2006 2022 rVV5 55326 228380 9.04% ©.725%

56 15.128 2025 2030 2035 rVB5 20754 39151 1.55% 0.124%
57 15.328 2062 2064 2070 rVB6 7153 6487 0.26% 0.021%
58 15.487 2086 2091 2096 rBV9 11381 22153 0.88% 0.070%
59 15.534 2096 2099 2103 rVB4 20408 23753 0.94% 0.075%
60 15.710 2123 2129 2143 rBV 714498 1161731 45.98% 3.686%
61 15.869 2150 2156 2165 rBV 135990 291296 11.53% ©.924%
62 16.075 2185 2191 2203 rBV 267607 416437 16.48% 1.321%
63 16.257 2220 2222 2226 rVB3 9506 10789 ©0.43% 0.034%
64 16.328 2232 2234 2240 rVB5 11195 12204 0.48% 0.039%
65 16.410 2241 2248 2255 rBV6 35996 86658 3.43% ©0.275%
66 16.557 2269 2273 2279 rBV7 21186 37803 1.50% 0.120%
67 16.634 2281 2286 2292 rW 53354 89152 3.53% 0.283%
68 16.857 2320 2324 2327 rBV6 12533 15093 0.60% ©0.048%
69 17.004 2345 2349 2353 rBV6 13751 21294 0.84% 0.068%
70 17.145 2370 2373 2378 rVB3 14227 20375 0.81% ©.065%
71 17.192 2378 2381 2387 rBV3 28602 44085 1.74%  ©.140%
72 17.292 2395 2398 2402 rVB3 10163 15036 0.60% 0.048%
73 17.345 2402 2407 2414 rBV 72232 110290 4.37% 0.350%
74 17.410 2414 2418 2422 rBv4 33046 46830 1.85% ©.149%
75 17.475 2423 2429 2433 rVV 1067591 1593944 63.09% 5.058%
76 17.516 2433 2436 2441 rVV 191079 280640 11.11% ©.890%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP015742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc :

ALS vial : 7 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-BP062623.MA.M
Title : SVOA CALIBRATION
77 17.575 2441 2446 2459 rVB 704960 1150919 45.55% 3.652%
78 17.898 2496 2501 2504 rBvV4 23975 47581 1.88% ©0.151%
79 17.934 2504 2507 2510 rVB 25489 31295 1.24% 0.099%
80 18.069 2527 2530 2534 rBV6 24961 33561 1.33% 0.106%
81 18.216 2552 2555 2561 rVB5 42106 57668 2.28% 0.183%
82 18.275 2561 2565 2569 rBV2 40273 51492 2.04% 0.163%
83 18.328 2569 2574 2581 rBV2 534512 749387 29.66% 2.378%
84 18.522 2603 2607 2611 rBv4 47827 75156  2.97% 0.238%
85 18.604 2617 2621 2627 rBV3 68403 133055 5.27% 0.422%
86 19.210 2720 2724 2729 rBV2 87169 123155 4.87% 0.391%
87 19.439 2761 2763 2764 rBV 43039 36761 1.46% 0.117%
88 19.475 2764 2769 2776 rVB 652605 917083 36.30%  2.910%
89 19.551 2779 2782 2790 rVB 182516 257147 10.18% 0.816%
90 19.798 2819 2824 2827 rBV 1238654 1714379 67.86% 5.440%
91 19.828 2827 2829 2837 rVB 534912 621344 24.59%  1.972%
92 20.280 2903 2906 2909 rBV 89046 114613 4.54% 0.364%
93 21.227 3064 3067 3074 rVB4 487778 794686 31.45% 2.522%
94 21.427 3098 3101 3109 rVB 356721 400285 15.84% 1.270%
95 21.563 3117 3124 3128 rBV2 1476025 2526477 100.00%  8.016%
96 23.257 3407 3412 3418 rVB 862307 1402780 55.52% 4.451%
97 23.333 3419 3425 3437 rVB 435149 1417963 56.12% 4.499%
98 23.939 3522 3528 3534 rVB2 766091 1585007 62.74% 5.029%
99 24.110 3551 3557 3564 rVB 916707 1815374 71.85% 5.760%
100 24.698 3651 3657 3665 rVB 795277 1709616 67.67% 5.425%

Sum of corrected areas: 31516152
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jun 2023 12:23
: MA/JU
. 03084-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
BPO15742.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP015742.D\data.ms

8.063 10.893

7. 223387 9 252 981 10.552
3387 33488158 456734 5.51246 5.6586.028  6.7057.022)\ || 7.6938. 8&16&9 169 9.610 |\1018a78 10%7

88712.29219897 13 062353615

O T T ‘ T T T T ‘ T T T T ‘ \ T T T ’ T T T T ‘ T T T T ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T \ T T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8. 00 8.50 9. 00 9.50 10.00 10.50 11. OO 11.50
Abundance TIC: BP015742.D\data.ms
2000000
1500000 19.798
1000000
828
500000 14.122 20.280

Time-->  12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BP015742.D\data.ms
21.563

23257 23 K

.333
21.227
i W

10
24.698

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\

BP015742.D
: 27 Jun 2023 12:23
: MA/JU
: 03084-09
: 7 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

3.934 2.12 ng/ul 92564 1,4-Dichlorobenzene-d4 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 50
2 2-(Bromomethyl)acrylic acid 164 C4H5Bro2 072707-66-5 40
3 Thiazole 85 C3H3NS 000288-47-1 35
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 33
5 Methacrylamide 85 C4H7NO 000079-39-0 28
Abundance Scan 127 (3.934 min): BP015742.D\data.ms (-123) (-) m/z 84.95 100.00%

85.0
w JL

3.60 3.80 4.00 4.20

|l |  146.9207.0266.9 3560 4556 543.

Olrrblpdp 22 ERLSE00T 990D A998 o=l m/z 40.95  82.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
85.0
5000 L L R IR B
3.60 3.80 4.00 4.20
27-1 m/z 43.80 59.35%
O‘\\L [%l%‘f\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #39881: 2-(Bromomethyl)acrylic acid
85.0
R R RRRAREEAE
3.60 3.80 4.00 4.20
5000 m/z 38.95 38.46%
166.0
0“m"w“uu,um‘"’mw‘WH‘W‘Wm_m‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1725: Thiazole R REmE A RARRR =S
85.0 3.60 3.80 4.00 4.20
m/z 60.00 24.31%
5000
26.
0‘\M‘ﬂ"‘\\\‘\,\u\‘u\\‘uu‘\u\‘uH‘\m‘\m‘\m‘uu‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Aceto phenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.916 4.48 ng/ul 196059 1,4-Dichlorobenzene-d4 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 95
2 Acetophenone 120 C8H80 000098-86-2 91
3 Acetophenone 120 C8H80 000098-86-2 91
4 Acetophenone 120 C8H80 000098-86-2 91
5 Acetophenone 120 C8H80 000098-86-2 90
Abundance Scan 974 (8.916 min): BP015742.D\data.ms (-968) (-) m/z 105.00 100.00%
105.0
5000 //L—/
e RAREES s
43.0 \ 8.60 8.80 9.00 9.20

obdbud L1 2071 28193411  430.0486.9546¢ ./, 77 00  81.54%

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

Abundance #10645: Acetophenone

105.0
5000 N N R R L R
8.60 8.80 9.00 9.20
4300 ’ m/z 50.95 30.20%
O \I\A\H\m\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10646: Acetophenone
105.0
AR a R
8.60 8.80 9.00 9.20
5000 m/z 119.95 20.62%
430 ’
0 \H‘l\HMc‘\\\\‘\m‘\m‘\m‘\m‘uwmwm‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10647: Acetophenone e RAEEEN AR
105.0 8.60 8.80 9.00 9.20
m/z 43.00 11.64%
5000
43.0 ’
0 "u\“‘mmmWm‘mwm_m_uwmwm‘mw R EARRRRRRES S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.075 6.34 ng/ul 416437  Acenaphthene-d10 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2191 (16.075 min): BP015742.D\data.ms (-2185) (- m/z 105.00 100.00%

105.0
182.1
5000

T
16.00

39.
Ofrobed b g L 281133894001 490.0547: /7 76.95  73.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 T

1600
m/z 182.05 53.15%

O\\\\“\\“\\‘\\\\’h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0

16.00
5000 182.0 m/z 50.95 31.407%
0 271.0‘\ 11 A ‘
R R o B N R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0 1600

m/z 50.00 10.81%

182.0
5000
210‘ |
0 L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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

n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.328 9.40 ng/ul 749387  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 96

Abundance Scan 2574 (18.328 min): BP015742.D\data.ms (-2569) (- m/z 73.00 100.00%
73.0
5000 mmNNAAMWWNJWN“W
213.2 = -
“’ \ 18.00 18.50
ol JMHM_H«'*w??“1‘9?’4‘2‘93799‘9”‘4?‘9‘9?4? m/z 43.00 93.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 = e
129.0 18.00 18.50
m/z 60.00 88.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
= ——t
18.00 18.50
5000 256.0 m/z 57.05 71.75%
129.0
oL AL 30,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 55.00 69.77%
5000 129.0
“ 213.0
- ‘w‘l\mm“Hm,m‘,‘w‘HWWWWWW = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP062623.MA.M Wed Jun 28 11:48:57 2023
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\

Library Search Compound Report

Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU
Sample : 03084-09

Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.551 2.04 ng/ul 257147  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2782 (19.551 min): BP015742.D\data.ms (-2779) (- m/z 43.00 100.00%
43.0

%

5000
129.1
2412
ol e
b MM L ) L 329.0 4018 4753 8460 /7 73 09 92.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 S ‘
19.50
’ \ 284.0 m/z 57.00 83.73%
O ‘\\J‘\ “‘ J \’\““l\w\\“\\‘\\"1‘\\1”“\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #179089: Octadecanoic acid
73.0
\ \
19.50
5000 ITI/Z 60.00 82.70%
185.0 284.0
o_m“”u‘ LA m,”uJ“m\‘_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid —— ‘
43.0 19.50
m/z 55.05 70.76%
5000
129.0
“ 284.0
o_“‘ ““HM‘*P,*‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 6 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.227 6.29 ng/ul 794686  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, ethyl octadecyl e... 342 C21H4203 1000314-59-8 41
2 Carbonic acid, ethyl heptadecyl ... 328 C20H4003 1000314-59-7 35
3 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 30
4 Docosyl ethyl carbonate 398 C25H5003 1000373-79-2 20
5 Carbonic acid, ethyl pentadecyl ... 300 C18H3603 1000314-59-5 14

Abundance Scan 3067 (21.227 min): BP015742.D\data.ms (-3064) (- m/z 91.00 100.00%

91.0
5000

‘wﬁj M 2070 2100 L

i1 21.00 21.50
“"‘H‘_"w‘H“H‘w“w‘u499?ﬁF?9w5§5ﬁ m/z 55.00  31.42%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251415: Carbonic acid, ethyl octadecyl ester
91.0

5000 — e
21.00 21.50

m/z 43.00 27.85%

\\\I[WTW‘1\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234671: Carbonic acid, ethyl heptadecyl ester
91.0

T
21.00 21.50

o

o

5000 m/z 57.00 27 .60%
of H\ | 35302100
‘ ‘H‘“H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215136: Cyclohexane, 1,3,5-triphenyl- T —
91.0 21.00 21.50

m/z 83.10  26.95%

- JA'I\
1\ 312.0

O‘H‘_haJ$‘w‘H‘_‘H“H‘N‘H‘H‘W‘H‘_‘H‘H‘w‘

T —
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\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 7 Bis(2-ethylhexyl) phthalate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.427 3.17 ng/ul 400285  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 76
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 72
3 Phthalic acid, di(oct-3-yl) ester 390 C24H3804 1000377-72-3 64
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 64
5 Phthalic acid, 2-ethylhexyl trid... 460 C29H4804 1000308-99-0 59

Abundance Scan 3101 (21.427 min): BP015742.D\data.ms (-3098) (- m/z 149.00 100.00%
1

49.0
5000
57.0

279.1
_"«HJ“JMM \2?9'(?&355'1413'0502'9 m/z 57.00  29.75%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
5000 T

m/z 167.00  27.23%

' 279.0
‘\l\m\l\”“‘\‘\'l\\\“\‘\\\ \\\2\0’7.\(\)\‘\\‘\\‘\\\\‘\3\?9‘.\0\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0

o

21.50
5000 m/z 71.05 19.88%
57.0
o
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295622: Phthalic acid, di(oct-3-yl) ester ——
149.0 21.50

m/z 43.00 17.40%

57.0 ’ 279.0

Ol e e e —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.257 15.45 ng/ul 1402780  Perylene-di12 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Tetracosane 338 C24H50 000646-31-1 92
4 2-Methylheptacosane 394 C28H58 001561-00-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3412 (23.257 min): BP015742.D\data.ms (-3407) (| | m/z 57.10 100.00%
1

57.
5000

‘ J ‘1 71 1972 ] 23.00 23.50
oL, 197.2 281133834009 4889548 /7 71.1p 69.14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 == —
23.00 23.50

m/z 43.10 65.84%

127.0
338.0
\\\“\“\‘\L\J“\Iﬁ‘\\%l“\\“\lfgz;‘o\‘\‘\2‘6\?.\9‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

o

2500 2550
5000 m/z 85.05 51.37%
oL} P70 1070 2680 JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane G S
57.0 23.00 23.50

m/z 55.00  25.94%

127.0

J | ‘\ J\ J N ‘\197'0 338.0

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.698 18.83 ng/ul 1709620 Perylene-di2 24.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 CocHsa 000630-01-3 94

2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3657 (24.698 min): BP015742.D\data.ms (-3651) (- m/z 57.00 100.00%

57.0
5000

—
} ([ 1602 24.50 25.00
ol AMALLL P02 2383 3410 4142 4920 yp 7105 68.54%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

5000 N
24.50 25.00
m/z 43.10 62.76%

113.0
0 ‘ || Ii .\’1“ | 111619.0 239.0 30903670
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0

—
24.50 25.00

5000 m/z 85.05 51.20%
9.0 210.0
0 *J\*JA*wﬁ“*ﬁ“”**\!*”%§?7q??§59****v*w*v****w***\‘ NWA-~/\v/\¥NW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T .
57.0 24.50 25.00

m/z 55.00  23.83%

113.0

239.0
0 J .\ || 1116‘910 | 296.0
LB L L L L P

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062723\
Data File : BP@15742.D

Acqg On : 27 Jun 2023 12:23
Operator : MA/JU

Sample : 03084-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|
2H-Pyran, tetra... 3.934 2.1 ng/ul 92564 1 8.063 874466 20.0
Aceto phenone 8.916 4.5 ng/ul 196059 1 8.063 874466 20.0
Benzophenone 16.075 6.3 ng/ul 416437 3 14.710 1313660 20.0
n-Hexadecanoic ... 18.328 9.4 ng/ul 749387 4 17.475 1593940 20.0
Octadecanoic acid 19.551 2.0 ng/ul 257147 5 21.563 2526480 20.0
unknown-01 21.227 6.3 ng/ul 794686 5 21.563 2526480 20.0
Bis(2-ethylhexy... 21.427 3.2 ng/ul 400285 5 21.563 2526480 20.0
(DEL) Alkane: S... 23.257 15.4 ng/ul 1402780 6 24.110 1815370 20.0
(DEL) Alkane: S... 24.698 18.8 ng/ul 1709620 6 24.110 1815370 20.0
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