LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc :

ALS vial : 9 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43391.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 43 rvB 137798 180282  2.22% 0.146%
2 3.675 80 83 94 rBV 65934 104311 1.28% 0.084%
3 3.805 102 105 121 rBV 1701873 2625906 32.31% 2.123%
4 3,928 122 126 132 rVW 103104 148634 1.83% 0.120%
5 4.005 135 139 142 rvv2 21351 34423 0.42% 0.028%
6 4.140 158 162 166 rVB2 30661 44926 0.55% 0.036%
7 5.175 333 338 348 rBV 35946 61673 0.76% ©0.050%
8 6.063 485 489 496 rVB 22411 36204 0.45% 0.029%
9 6.575 572 576 583 rBv2 25612 46848 0.58% 0.038%
106 7.151 666 674 686 rBV 2339957 3733902 45.94% 3.018%
11  7.334 697 705 713 rBV 1787945 2848470 35.05% 2.303%
12 7.522 729 737 744 rBV2 2331530 3985215 49.04% 3.222%
13 7.587 744 748 756 rVB 289965 430395 5.30% 0.348%
14 7.775 774 780 795 rVB 838420 1418751 17.46% 1.147%
15 7.993 810 817 825 rVV 1718817 2770143 34.09% 2.239%
16 8.075 825 831 837 rVWW3 19644 50236 0.62% 0.041%
17 8.528 902 908 916 rBV 42967 90524 1.11% 0.073%
18 8.704 928 938 948 rBV 2855050 4512456 55.52%  3.648%
19 9.163 1007 1016 1027 rBV 2089584 3574745 43.99% 2.890%
20 9.263 1027 1033 1037 rVW7 13360 31216 ©0.38% 0.025%
21  9.322 1039 1043 1050 rVB4 30589 52532 0.65% 0.042%
22 9.734 1108 1113 1121 rBV 72666 119389 1.47% 0.097%
23 9.887 1128 1139 1152 rBV 1755031 2971338 36.56% 2.402%
24 10.422 1222 1230 1242 rBV 2543882 4281903 52.69% 3.461%
25 10.804 1286 1295 1301 rBV 2189344 3794340 46.69% 3.067%
26 10.851 1301 1303 1309 rVB 37058 50666 0.62% 0.041%
27 10.945 1311 1319 1332 rBV 2357474 4112100 50.60%  3.324%
28 11.357 1381 1389 1398 rBv8 18443 42184 0.52% 0.034%
29 11.551 1415 1422 1433 rBV2 81228 165848 2.04% 0.134%
30 12.216 1528 1535 1541 rBV 39942 64922 0.80% 0.052%
31 12.298 1544 1549 1557 rVV3 60578 133170 1.64% 0.108%
32 12.380 1557 1563 1569 rvVv 48674 100851 1.24% 0.082%
33 12.457 1569 1576 1584 rVB4 29959 59707 0.73% 0.048%
34 12.680 1608 1614 1621 rVB3 20928 38900 0.48% 0.031%
35 13.445 1740 1744 1750 rVV2 69966 115060 1.42% 0.093%

36 13.522 1752 1757 1766 rVV 63324 133405 1.64% ©.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc :

ALS vial : 9 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

37 13.598 1766 1770 1776 rVB6 23600 46266 ©.57% 0.037%
38 13.951 1823 1830 1836 rBvie 17352 41510 ©0.51% 0.034%

39 14.045 1836 1846 1854 rBV 3770845 5410177 66.57% 4.373%
40 14.322 1886 1893 1905 rVB 4629912 7228373 88.94% 5.843%

41 14.522 1922 1927 1930 rBV 26198 35525 0.44%  ©.029%
42 14.622 1936 1944 1952 rBV 2858532 4298028 52.89% 3.474%
43 14.686 1952 1955 1966 rVB2 111430 154821 1.91% 0.125%
44 14.821 1972 1978 1990 rBV 1944303 2866897 35.28%  2.318%
45 14.980 2001 2005 2008 rBV5 21667 31671 0.39% 0.026%
46 15.027 2008 2013 2024 rVB3 71022 180167 2.22% 0.146%
47 15.469 2084 2088 2092 rBV 46964 58770 ©.72% ©0.048%
48 15.616 2106 2113 2119 rBV 5591195 7844214 96.52%  6.341%
49 15.668 2119 2122 2128 rVB2 111827 157150 1.93% 0.127%
50 15.733 2128 2133 2141 rBV 1546361 2133786 26.26% 1.725%
51 15.874 2150 2157 2167 rVB3 41151 123149 1.52% ©.100%
52 16.180 2204 2209 2215 rBV9S 16589 33615 0.41% 0.027%
53 16.351 2230 2238 2245 rBv4 194736 419532 5.16% ©0.339%
54 16.668 2285 2292 2300 rBv4 21396 54710 ©.67% ©0.044%
55 16.945 2335 2339 2345 rw2 37777 59754 ©.74% ©.048%
56 17.021 2347 2352 2359 rVB2 51645 86740 1.07% ©.070%
57 17.127 2365 2376 2373 rBV 108110 134197 1.65% ©.108%
58 17.180 2375 2379 2387 rVB3 64086 115877 1.43% ©.094%
59 17.368 2405 2411 2416 rBV 3096233 4226165 52.00% 3.416%
60 17.410 2416 2418 2422 rVB 176811 189258 2.33% 0.153%
61 17.468 2422 2428 2432 rBV 5073006 7232456 88.99% 5.847%
62 17.562 2439 2444 2453 rVB3 135131 234577 2.89% ©0.190%
63 17.774 2469 2480 2485 rBV 111517 265147 3.26% 0.214%
64 17.868 2492 2496 2500 rBV 110509 144491 1.78% ©0.117%
65 18.039 2522 2525 2530 rVB2 51412 69176 ©.85% 0.056%
66 18.268 2558 2564 2576 rBV 890788 1371311 16.87% 1.109%
67 18.374 2579 2582 2586 rVWVW 56777 85712 1.05% ©.069%
68 18.439 2589 2593 2599 rVB4 123721 200109 2.46% ©0.162%
69 18.562 2610 2614 2617 rBV 93607 113154 1.39% 0.091%
70 18.592 2617 2619 2623 rVV3 37456 47183 0.58% ©.038%
71 18.633 2623 2626 2630 rVB2 42769 54149 0.67% 0.044%
72 18.698 2634 2637 2642 rVB3 43686 55193 0.68% 0.045%
73 18.786 2648 2652 2656 rVB 72331 88856 1.09% 0.072%
74 19.162 2712 2716 2719 rBv4 95518 146778 1.81% ©.119%
75 19.192 2719 2721 2725 rVB 77970 78637 ©.97% 0.064%

76 19.315 2736 2742 2750 rBV3 76344 141342 1.74% 0.114%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc :

ALS vial : 9 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 19.392 2751 2755 2756 rVV2 108675 131892 1.62% 0.107%
78 19.421 2756 2760 2764 rVV 371613 533916 6.57% 0.432%
79 19.474 2764 2769 2774 rVV2 385063 562886 6.93% 0.455%
80 19.539 2776 2780 2789 rVV3 197973 335412 4.13% 0.271%
81 19.692 2802 2806 2810 rVB 439379 481431 5.92% ©0.389%
82 19.751 2811 2816 2824 rBV 5433895 8126938 100.00% 6.570%
83 20.027 2859 2863 2869 rVB 222607 305220 3.76% 0.247%
84 20.162 2883 2886 2892 rVB 79488 103774 1.28% 0.084%
85 20.309 2907 2911 2917 rVB2 181067 237718 2.93% 0.192%
86 20.374 2920 2922 2926 rVB2 70602 79361 0.98% 0.064%
87 20.533 2946 2949 2953 rBV 351335 380793 4.69% 0.308%
88 20.574 2953 2956 2959 rVV2 100529 117761 1.45% 0.095%
89 20.739 2980 2984 2990 rBV 1393839 1718692 21.15% 1.389%
90 20.803 2991 2995 2998 rVB2 241093 323892 3.99% 0.262%
91 21.262 3069 3073 3081 rBV 1617199 2088864 25.70% 1.689%
92 21.545 3115 3121 3125 rBV 3032246 4365792 53.72% 3.529%
93 21.580 3125 3127 3137 rVB 521487 759226 9.34% 0.614%
94 21.715 3147 3150 3157 rVB2 371925 467615 5.75% ©.378%
95 22.192 3227 3231 3239 rVB4 313715 554300 6.82% 0.448%
96 22.697 3313 3317 3322 rVB3 279883 431004 5.30% 0.348%
97 23.233 3402 3408 3411 rBV2 721814 1510176 18.58% 1.221%
98 23.756 3492 3497 3501 rBV 609377 1187589 14.61% 0.960%
99 23.815 3501 3507 3513 rVvV2 3288163 6173985 75.97% 4.991%
100 23.974 3527 3534 3539 rBV 1836005 3502753 43.10% 2.832%

Sum of corrected areas: 123705188
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Dec 2023 13:53
: MA/JU
. 05626-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
BM043391.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043391.D\data.ms
5000000
4000000
3000000 8.704
10.422
7.1517.522 19,945
9.163 10.80
2000000 3.805 7.33 7.993 9.887
1000000 7.775
3.383 P8
o ©83.6784088540 5.175 6.063 6.575 B 075 8.52 9.73 10/851 11.387#51
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: BM043391.D\data.ms
15.616 17463 19.¥51
5000000 14322
4000000 14.045
17.368
3000000 14.622
2000000 4.821
15.733
1000000 4692 Tﬁ\s‘i"
L o ]
35 i W P
oL 122BB8680 13358883951 1& IHY 154688 %ﬁ&@@@%@
B R o e e R e e e
Time-> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM043391.D\data.ms
5000000
23.815
4000000 01 545
3000000
3.974
21.262
2000000 |
23.233 23.
1000000 P15 22192 22,697
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 2500 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_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.587 3.11 ng/ul 430395 1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 80
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 Ethyl 2,5,8,11,14-pentaoxahexade... 294 C13H2607 1000366-80-7 56
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53

Abundance Scan 748 (7.587 min): BM043391.D\data.ms (-744) (-) m/z 59.10 100.00%

59.1
5000
103.1
M ‘ 7.20 7.40 7.60 7.80 8.00
(
ol L1 147.0177.02089 2804 /7 45,10  54.41%
miz--> 50 100 150 200 250
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 [T T T Tt
103.0 7.20 7.40 7.60 7.80 8.00
m/z 103.10 31.77%
O T ‘\2?‘\.‘0‘\‘” ‘ M T T T “ T \1-3\3.\0‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 73.10 27.98%
103.0
m/iz--> 50 100 150 200 250
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- BRRRREREEERe RS
59.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 25.40%
5000
103.0
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80 8.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:37:20 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.775 10.24 ng/ul 14187560  1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64

Abundance Scan 780 (7.775 min): BM043391.D\data.ms (-774) (-) m/z 59.05 100.00%

59.0
o NJL
740760 7.808.00
104.1
ol 3 | 1011300 1660 2088 ., 45.05 15.92%

37
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0

5000 e
7.40 7.60 7.80 8.00

m/z 43.05 11.43%

31.0
104.0
\\\‘\\“\\“H\‘\\\‘i\\\‘g‘z\o\\\‘\\\\’]-\3\0\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0

7.40 7.60 7.80 8.00
5000 m/z 41.10 10.31%

31.0 103.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance : Di i

#17321: Dipropylene glycol (isomer 3) R R EAREE RS RE S
59.0 7.40 7.60 7.80 8.00

m/z 73.05 9.64%

5000
31.0 103.0
0 \\‘ ‘H‘ Il ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.268 6.49 ng/ul 1371310  Phenanthrene-d10 17.368
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2564 (18.268 min): BM043391.D\data.ms (-2558) (- | m/z 73.10 100.00%

73.1
5000
129.0

= T
2132 18.00 18.50

— “H‘whﬂ‘ L ! ““m”m\??‘lr? 3561 4290 nm/z 43.10  97.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 T ——
18.00 18.50
‘ 185.0 m/z 60.05 84.02%
0 H\l \uu ||‘ ““\‘\“HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.C
— —
18.00 18.50
5000 129.0 m/z 41.10 75.20%
H 213.0
oL A4 ‘ww‘”\u‘w‘Hu““?5?0‘wu_ww
m/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid ———— —
43.0 256.0 18.00 18.50
m/z 57.10 72.20%
5000
129.0
185.0
0L R —r—
m/z--> 5 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 4 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.474 2.58 ng/ul 562886  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 58
3 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 46
4 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 46
5 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 46
Abundance Scan 2769 (19.474 min): BM043391.D\data.ms (-2764) (- | m/z 223.10 100.00%
2238.1
5000 165.
o
“ 19.50
ol 220, H ‘ cad g L1 8280 4200 938015 63.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
5000 165 1
19.50
m/z 181.05 58.33%
55.0 104.0 \ ‘ ‘
o) Me— ‘\“l“ M‘M\‘ﬂ‘\‘\U\‘\“\‘\ ‘\“ ‘mh\hm \M \‘IL e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #121355: 3,4'-Diisopropylbiphenyl
2238.0
e
19.50
5000 m/z 165.05 50.04%
43.0
165.0
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #121356: 4,4'-Diisopropylbiphenyl —
223.0 19.50
m/z 195.10  35.60%
5000
43.0 1
‘ 104.0 65.0
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 5 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.692 2.21 ng/ul 481431  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 91
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 50
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 49
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 2806 (19.692 min): BM043391.D\data.ms (-2802) (- | m/z 56.10 100.00%
56.1

5000

%

h b 1291 202.1 ‘25\7'1 1950  20.00
il \h |

_— ol b 31233570 4180 57 19 57.20%

miz--> 50 100 150 200 250 300 350 400
Abundance #214941: Hexadecanoic acid, butyl ester
56.0

5000 —— S
19.50 20.00

m/z 43.10  45.94%

90 257.0
h H‘ 185.0 | 3120
\\‘\‘\“ “M“hHhT\‘\\\\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

T
19.50 20.00

o

o

5000 m/z 41.10 45.61%
L 250 semo 510 s
0“w“‘””‘”\W‘w‘u‘“““\““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #214942: Hexadecanoic acid, butyl ester —— —
56.0 19.50 20.00

m/z 55.10  33.94%

5000
129.0 257.0
H \\‘ b i ‘\ ‘ 185.0 312.0

] SUSUENES 0 VI it S S W —— — —

m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
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 6 Octadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.739 7.87 ng/ul 1718690  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 95
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
3 Butyl myristate 284 (C18H3602 000110-36-1 86
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 72
5 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 59

Abundance Scan 2984 (20.739 min): BM043391.D\data.ms (-2980) (- | m/z 56.10 100.00%

56.1
5000
H‘ 12‘90 852 241 22853 20,50 21.00
ol Uil 00 22 | s404 4021 57 10 s9.00%
miz--> 50 100 150 200 250 300 350 400
Abundance #249007: Octadecanoic acid, butyl ester
56.0
5000 285.0
== =
20.50 21.00
1290

m/z 43.10 46.18%

‘ 185.0 241.0 340.0
oL ‘\\H\‘MN\‘\IJ\‘Uh‘m‘\‘H\““HH“‘\‘ ‘”“HH\‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #249005: Octadecanoic acid, butyl ester

56.0

T
20.50 21.00

5000 285.0 3400 m/z 41.05 39.667%
‘ ‘ P 1850 241 o‘
[o \“ = ‘ H H\‘\i“ ‘\h‘ s ‘ e L ‘ P “‘ ‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #179088: Butyl myristate T T
56.0 20.50 21.00

m/z 55.10  32.87%

5000 229.0
h 1‘29 0 185 0 28‘4 0
\H\ \N\ ALl \ I

(YT 1 Y N R O — = —
miz--> 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_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.262 9.57 ng/ul 2088860  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 99
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 Trihexadecyl borate 735 C48H99B0O3 002665-11-4 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Cyclohexadecane 224 C16H32 000295-65-8 83

Abundance Scan 3073 (21.262 min): BM043391.D\data.ms (-3069) (- | m/z 57.10 100.00%

57.1
5000 226.1
111.1
T -
H || 1671 2811 21.00 21.50
ob bAbALLL 1671 ) 281134214009 5031 ;43,10 88.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — —
21.00 21.50
11.0 m/z 55.10  74.37%
L, e
O‘\\\”l\‘J\I\J\\‘J\‘I\l\"l\\\\\‘\\‘\2\5‘\8\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane
55.0
T o
21.00 21.50
5000 ITI/Z 83.10 68.19%
111.0
224.0
ob-tLLLLLLL 2870
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #349651: Trihexadecyl borate = T
57.0 21.00 21.50
m/z 69.10 64.05%
5000
110 225.0
w"ihﬁe?%zmﬂl‘ I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

BMO43391.D
: 18 Dec 2023 13:53
: MA/JU
: 05626-04
Sample Multiplier: 1

: 9

le

ry

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 10
R.T. EstConc Area Relative to ISTD R.T.
21.715 2.14 ng/ul 467615  Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 95
3 Octadecane 254 C18H38 000593-45-3 95
4 Heptacosane 380 C27H56 000593-49-7 95
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3150 (21.715 min): BM043391.D\data.ms (-3147) (- | m/z 57.10 100.00%
57.1
‘ 164.0 2234 2150 2200
302.1 . .
o"H«,ul!‘luvuimw‘u‘Jl_!“H_H"\mw?’?‘?}l‘mf‘zf"nlﬂ‘}?; m/z 43.10  70.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0
5000 s ——
21.50 22.00
m/z 71.10 67.03%
e, 280
‘\\\\’\ff\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
21.50 22.00
5000 m/z 85.10 46.83%
o LT am0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane T —T
57.0 21.50 22.00
m/z 55.10 27.58%
h M
ol ML 2l aseo2a0 b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:37:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 9 Nonadecane, 1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.192 2.54 ng/ul 554300 Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl 062016-76-6 91
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3231 (22.192 min): BM043391.D\data.ms (-3227) (- | m/z 57.10 100.00%
57.1

5000
——
‘ MW 1 sont 120 22.00 22.50
ol Al JW‘M ﬂmmﬁm““‘?’94?“‘9“‘4?9‘25‘49 m/z 43.10 72.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202271: Nonadecane, 1-chloro-
57.0
5000 — e

22.00 22.50
m/z 71.10 64.56%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284590: Sulfurous acid, octadecyl 2-propy! ester
43.0

T
22.00 22.50
5000 m/z 85.10  45.23%

ohd 16902530
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #277469: Carbonic acid, eicosyl vinyl ester —— —
57.0 22.00 22.50

m/z 55.10 36.10%

b ﬁwwwwwﬁme\VV%Aﬂvwmj
\

ob J;‘Fﬁj‘olsz.o 252.0 325.0
A LITI 1820 2520 8250

T ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 10 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.756 6.78 ng/ul 1187590  Perylene-di12 23.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 98
3 Benzo[e]pyrene 252 C20H12 000192-97-2 98
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
Abundance Scan 3497 (23.756 min): BM043391.D\data.ms (-3492) (- | m/z 252.10 100.00%
252.1
w h /UUL
125.0 e —
57.1 ’ 23.50 24.00
ofr 2t Ll 1981 4 3511 41734761 /7 55910 30.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138551: Perylene
252.0
5000 e —
23.50 24.00
125.0 m/z 253.10 21.84%
ol7.0 (| 198.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138561: Benzo[j]fluoranthene
252.0
— =
23.50 24.00
5000 m/z 125.00 18.86%
126.0
0 63.0 | J‘ 198.0,
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene —T —
252.0 23.50 24.00
m/z 126.00  15.26%
5000
125.0
0 63.0 | J| 198'0“
e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43391.D

Acqg On : 18 Dec 2023 13:53
Operator : MA/JU

Sample : 05626-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
2-Propanol, 1-(... 7.587 3.1 ng/ul 430395 1 7.993 2770140 20.0
2-Propanol, 1-(... 7.775 10.2 ng/ul 1418750 1  7.993 2770140 20.0
n-Hexadecanoic ... 18.268 6.5 ng/ul 1371310 4 17.368 4226170 20.0
10,18-Bisnorabi... 19.474 2.6 ng/ul 562886 5 21.545 4365790 20.0
Hexadecanoic ac... 19.692 2.2 ng/ul 481431 5 21.545 4365790 20.0
Octadecanoic ac... 20.739 7.9 ng/ul 1718690 5 21.545 4365790 20.0
Ethanol, 2-(tet... 21.262 9.6 ng/ul 2088860 5 21.545 4365790 20.0
(DEL) Alkane: S... 21.715 2.1 ng/ul 467615 5 21.545 4365790 20.0
Nonadecane, 1-c... 22.192 2.5 ng/ul 554300 5 21.545 4365790 20.0
Perylene 23.756 6.8 ng/ul 1187590 6 23.974 3502750 20.0
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