LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@e81721\

Data File : BN@15905.D

Acqg On : 17 Aug 2021 18:06

Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@15905.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
37 14.104 1867 1873 1877 rBV5 20919 37453 0.55% 0.049%
38 14.140 1877 1879 1883 rVvB5 11613 14425 0.21% 0.019%
39 14.240 1889 1896 1911 rVB 2774861 4341155 63.93% 5.665%
40 14.504 1935 1941 1943 rBV 94670 137536 2.03% 0.179%
41 14.551 1943 1949 1954 rVV 1944800 3043090 44.81% 3.971%
42 14.610 1954 1959 1966 rVB 858404 1298628 19.12% 1.695%
43 14.728 1971 1979 1987 rBV 233417 385391 5.68% 0.503%
44 14.816 1992 1994 1998 rVWW5 11214 17744 0.26% 0.023%
45 14.863 1998 2002 2006 rVV5 13749 16387 0.24% 0.021%
46 14.945 2010 2016 2024 rBV 126932 233149 3.43% 0.304%
47 15.357 2082 2086 2091 rVB5 10276 18334 0.27% 0.024%
48 15.492 2107 2109 2111 rBV3 14907 16769 0.25% 0.022%
49 15.540 2111 2117 2123 rVV 3569378 5633005 82.95% 7.350%
50 15.592 2124 2126 2131 rVV2 282204 402194 5.92% 0.525%
51 15.651 2131 2136 2145 rVV 1149173 1643974 24.21%  2.145%
52 15.722 2145 2148 2152 rW5 22422 39558 0.58% 0.052%
53 15.781 2152 2158 2162 rVV2 50284 83969 1.24% 0.110%
54 15.887 2173 2176 2179 rBV4 11683 16115 0.24% 0.021%
55 15.987 2189 2193 2197 rBV6 13177 16741 0.25% 0.022%
56 16.028 2197 2200 2208 rVB5 31540 53953 0.79% 0.070%
57 16.098 2208 2212 2218 rBV4 19885 35293 0.52% 0.046%
58 16.210 2228 2231 2233 rBV4 11318 13042 0.19% 0.017%
59 16.269 2236 2241 2246 rVV2 115725 185529 2.73% 0.242%
60 16.322 2246 2250 2257 rVB 32047 56874 0.84% 0.074%
61 16.392 2257 2262 2264 rBV5 13724 17039 0.25% 0.022%
62 16.445 2267 2271 2275 rVB7 12918 21086 0.31% 0.028%
63 16.551 2284 2289 2292 rVB6 17265 18914 0.28% 0.025%
64 16.704 2311 2315 2320 rVB7 13014 21234 0.31% 0.028%
65 16.910 2346 2350 2353 rBV6 11124 15315 ©0.23% 0.020%
66 16.945 2353 2356 2360 rVB4 10162 13345 0.20% 0.017%
67 17.081 2371 2379 2382 rBV9 33300 72413 1.07% 0.094%
68 17.298 2409 2416 2421 rBV 2336459 3434021 50.57% 4.481%
69 17.398 2427 2433 2443 rVB 4119307 6063228 89.29% 7.912%
70 17.528 2451 2455 2459 rVB2 26470 42476 0.63% 0.055%
71 17.698 2475 2484 2489 rBV 72069 133537 1.97% 0.174%
72 17.922 2518 2522 2526 rBV6 34379 52035 0.77% 0.068%
73 17.975 2526 2531 2539 rVB5 46444 95732 1.41% 0.125%
74 18.198 2564 2569 2580 rBV 1112820 1820893 26.82% 2.376%
75 18.481 2614 2617 2619 rBv4 12262 13523 0.20% 0.018%
76 18.616 2637 2640 2645 rVB6 18786 26114 0.38% 0.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©81621MA.M

Title : SVOA CALIBRATION

77 18.675 2648 2650 2654 rVV5 14828 16343 0.24% 0.021%
78 19.151 2727 2731 2736 rVB8 44661 62020 0.91% 0.081%
79 19.257 2745 2749 2751 rBV5 34031 55155 0.81% 0.072%
80 19.328 2757 2761 2763 rBV2 102417 135958 2.00% 0.177%
81 19.351 2763 2765 2771 rVB7 69891 109840 1.62% 0.143%
82 19.475 2782 2786 2799 rBV 815659 1281705 18.87% 1.672%
83 19.692 2816 2823 2830 rBV 5039796 6790556 100.00%  8.861%
84 19.928 2860 2863 2867 rVB6 31537 39513 ©0.58% 0.052%
85 20.069 2885 2887 2889 rBV3 18475 19047 0.28% 0.025%
86 20.151 2897 2901 2906 rBV 61473 89423 1.32% 0.117%
87 20.251 2914 2918 2923 rVB2 60076 92649 1.36% 0.121%
88 20.575 2969 2973 2979 rBv4 32712 49669 0.73% 0.065%
89 20.692 2987 2993 2999 rBV 243485 395791 5.83% 0.516%
990 20.792 3006 3010 3017 rVB 110767 150233  2.21% 0.196%
91 21.198 3075 3079 3085 rBV 176163 274765 4.05%  0.359%
92 21.486 3122 3128 3139 rBV 2569754 3593405 52.92% 4.689%
93 22.027 3218 3220 3225 rVB5 69066 89059 1.31% 0.116%
94 22.392 3279 3282 3286 rVB3 87422 113041 1.66% 0.148%
95 22.763 3342 3345 3353 rVB3 74433 117681 1.73% 0.154%
96 23.180 3413 3416 3425 rVB 110141 179973 2.65% 0.235%
97 23.751 3505 3513 3520 rBV 3199066 6599234 97.18% 8.611%
98 23.816 3521 3524 3530 rVV2 153636 269837 3.97% 0.352%
99 23.904 3532 3539 3551 rVB2 1688371 3642942 53.65% 4.754%
100 24.551 3644 3649 3656 rVB3 131085 271844  4.00%  0.355%

Sum of corrected areas: 76636877
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Aug 2021 18:06
: CG/JU
: M3364-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81721\
BN©15905.D

: 10 Sample Multiplier: 1

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN©15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.481 3.22 ng/ul 365534 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
Abundance Scan 1257 (10.481 min): BN015905.D\data.ms (-1252) (-  m/z 57.10 100.00%
57.1
5000
ol
‘ ‘871 132.1 1050
ob— ‘N‘WW oy et 280 4y 45,00 94.96%
miz--> 50 100 150 200 250
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
87.0 m/z 41.00  39.20%
O T T h\ \ ‘m‘“ \m‘ T ‘“\ H T ]\_3\“2\0‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
5_.0 W’\N/\\
Pl
10.50
5000 m/z 75.00 22.14%
27,0 ‘
ol b 20
miz--> 50 100 150 200 250 j\
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- L =
57.0 10.50
m/z 87.10 15.60%
5000
27,0 ‘810 A
ol Ml by tm20 NI A
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN©15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.198 10.61 ng/ul 1820890 Phenanthrene-d10 17.298
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 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2569 (18.198 min): BN015905.D\data.ms (-2564) (-  m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.2 —— e
‘ 171.1 ‘ 256.1 18.00 18.50
ok w‘ W “H‘M‘ \\H‘\\ H‘Ju‘\‘m o ‘ “‘ “‘ ““\‘ by L‘ m/z 60.00 83.96%
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T ——
213.0 18.00 18.50
H 1710 m/Z 43.05 81.86%
o \“ W ‘H‘H‘ W \‘H‘\‘\‘ um ] “\L ‘ ‘\‘ “‘ “\‘m“ AL “ — “ —
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
== ==
18.00 18.50
5000 m/z 41.05 75.70%
129.0
213.0
) ]
01‘4‘0 nt ‘H Il M“ ‘wH“‘H“‘M \M Ll gl ‘ “ “ “‘u\‘ T - ‘ “ ,
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid = T
60.0 18.00 18.50
m/z 57.10 69.08%
5000 129.0
97.0 1710 2130 256.0
0 M ‘H‘H UH ‘H‘u Hh“\ \‘H‘\ ol | “ ‘ ‘ \‘ “ L “\
T T T T T T T T T T T T T T T T T T ‘Y—Y—'—Y—Y—Y—Y—'—Yi
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN©15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

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

Peak Number 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.475 7.13 ng/ul 1281710 Chrysene-d12 21.480
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2786 (19.475 min): BN015905.D\data.ms (-2782) (- m/z 73.00 100.00%

43.0 73.0
5000 129.0
185.2 241.3 i o
‘ ‘ 284.¢ 19.50
0! L NS TSI B L m/z 43.05 87.62%
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 1
19.50
m/z 55.05 77 .00%
‘ 1850 o410 284
ok ‘\“ \“\ W \‘H‘ “Mh‘\‘ ‘1‘““\‘ ] - . S ‘L - ““
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0 ‘19\50‘
129.0 .
5000 2840  m/z 57.85 75.82%
1850 2410
ol— \“‘ I I ‘H‘H | ‘H\‘\\l u‘\‘ ‘ n “\ e “ " “ ‘\ ‘\‘ “‘
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid T
43.0 73.0 19.50
m/z 60.05 75.26%
5000 129.0
284.C
7 P
oL— “‘ ‘{ \“ h“ ‘\H““\‘Hh“‘ ‘M " M w“‘ ‘ I ‘L “\‘ “ e \‘ “\ ‘\‘ ‘\‘ s
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN©15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

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

Peak Number 4 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.692 2.20 ng/ul 395791  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 80
4 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 78
5 Adipic acid, cyclopentylmethyl t... 424 C26H4804 1000324-78-3 64

Abundance Scan 2993 (20.692 min): BN015905.D\data.ms (-2987) (- m/z 129.05 100.00%

129.1
5000 57.0
‘ ‘ ‘ A 20.50 21.00
207.1 2818 | ’ :
0 Hx‘\p‘u L M‘ Lo S 2818 3860 A4 o) 65 5e.59%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 e et
20.50 21.00
‘ ‘ m/z 55.05 42.46%
241.0
0 \“\ ‘\““I\‘\“\‘h‘\ M‘\ 313.0 370.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
P e
57.0 20.50 21.00
5000 ITI/Z 71.10 33.74%
| H 240
0 mﬂ‘uuﬁﬂ“‘q‘“w“‘JM“‘_““H““H““
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #279380: Hexanedioic acid, bis(2-ethylhexyl) ester P —T
129.0 20.50 21.00
m/z 70.05 31.73%
50001 57.0
259.0
o bbbl 1990 T a0 300 LT
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15905.D

Acqg On : 17 Aug 2021 18:06
Operator : CG/JU

Sample : M3364-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.481 3.2 ng/ul 365534 2 10.710 2269250 20.0
n-Hexadecanoic ... 18.198 10.6 ng/ul 1820890 4 17.298 3434020 20.0
Octadecanoic acid 19.475 7.1 ng/ul 1281710 5 21.480 3593410 20.0
Hexanedioic aci... 20.692 2.2 ng/ul 395791 5 21.480 3593410 20.0
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