LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN012096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

Signal : TIC: BN@12096.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.081 13 16 24 rVvB 87728 119194 0.85% ©.057%
2 3.205 32 37 47 rVB4 109841 225074 1.60% 0.108%
3 3.699 117 121 128 rVB2 47345 75614 0.54% 0.036%
4 3.822 137 142 147 rVB2 26677 44187 0.31% 0.021%
5 3.911 152 157 164 rVB 348442 489490 3.48% 0.236%
6 5.199 370 376 385 rVB 1458865 2035492 14.47% 0.980%
7 5.328 392 398 402 rBVv2 36303 63845 ©0.45% 0.031%
8 5.669 449 456 465 rBV 9694751 13958332 99.25% 6.723%
9 6.164 534 540 546 rBV 468548 663106 4.71% 0.319%
10 6.422 578 584 588 rBV 51411 82334 0.59% 0.040%
11 6.487 588 595 597 rBV6 34418 50934 0.36% ©0.025%
12 6.516 597 600 605 rVvV 38040 57986 0.41% 0.028%
13 6.646 615 622 628 rVW 184587 313448 2.23% 0.151%
14 6.716 629 634 637 rVW2 101949 154655 1.10% 0.074%
15 6.752 637 640 644 rvv2 50981 78664 0.56% 0.038%
16 6.828 644 653 667 rVB2 998921 2005685 14.26% 0.966%
17 6.993 674 681 688 rBV 733331 1172642 8.34% 0.565%
18 7.046 688 690 694 rVv5 38183 51772 ©.37% 0.025%
19 7.193 709 715 723 rW 980333 1559923 11.09% 0.751%
20 7.269 723 728 739 rVW4 116679 246078 1.75% 0.119%
21 7.558 772 777 783 rVB2 35836 60211 ©0.43% 0.029%
22 7.652 787 793 801 rVV 1516249 2395627 17.03% 1.154%
23 7.728 801 806 813 rVW 156352 248889 1.77% 0.120%
24 8.358 906 913 920 rVV 1059531 1650119 11.73% 0.795%
25 8.469 928 932 940 rVB 115983 192812 1.37% ©.093%
26 8.746 972 979 983 rBV2 53094 85036 0.60% 0.041%
27 8.799 983 988 997 rVB 861747 1427498 10.15% 0.688%
28 9.516 1104 1110 1123 rVB 753265 1243822 8.84% 0.599%
29 9.663 1131 1135 1142 rBvV2 29287 47265 0.34% 0.023%
30 9.752 1145 1150 1155 rBv4 28286 44375 0.32% 0.021%

31 10.052 1194 1201 1209 rBV 1180238 1921265 13.66%
32 10.428 1255 1265 1269 rBV 2073363 3321410 23.62%
33 10.475 1269 1273 1280 rVV2 883740 1424954 10.13%

(ORI R )
o))
00
o))
B

34 10.569 1282 1289 1303 rVV 585967 1112558 7.91% 536%
35 12.022 1533 1536 1543 rVB4 27475 47073  0.33% 023%
36 13.122 1719 1723 1728 rVB3 30180 46071 0.33% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN012096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION
37 13.193 1729 1735 1741 rBV5 36592 73941 0.53% ©0.036%

38 13.704 1816 1822 1827 rVV 1956290 2752901 19.57% 1.326%
39 13.751 1827 1830 1840 rVV 919995 1271734 9.04% 0.613%

40 13.834 1840 1844 1852 rVB10O 36883 69109 0.49% 0.033%
41 13.987 1861 1870 1875 rBV 2172834 3249357 23.10% 1.565%
42 14.034 1875 1878 1883 rVB 276059 382373 2.72% 0.184%
43 14.293 1915 1922 1927 rBV 2894975 4275662 30.40% 2.059%
44 14.498 1951 1957 1971 rBV 764596 1224847 8.71%  ©.590%
45 14.651 1980 1983 1987 rBV3 46325 61715 0.44%  ©.030%
46 14.722 1987 1995 2000 rVB3 43985 91618 ©.65% 0.044%
47 14.916 2023 2028 2033 rBV9 27511 54877 ©.39% 0.026%
48 15.016 2040 2045 2052 rBvV2 181311 249774  1.78% ©.120%
49 15.157 2067 2069 2075 rVB2 48071 54412 0.39% 0.026%
50 15.292 2086 2092 2098 rBV 2767849 3881740 27.60% 1.870%
51 15.345 2098 2101 2106 rVB2 47701 66338 0.47% 0.032%
52 15.410 2107 2112 2120 rVV 521259 757411 5.39% 0.365%
53 15.528 2127 2132 2136 rBvV4 77146 113718 ©0.81% 0.055%
54 15.792 2172 2177 2183 rW7 26317 68518 ©0.49% 0.033%
55 15.881 2189 2192 2199 rVB3 59386 108934 0.77% ©.052%
56 16.022 2213 2216 2219 rBV 108364 144833 1.03% ©.070%
57 16.234 2248 2252 2260 rVB 341098 494091 3.51% ©.238%
58 16.351 2269 2272 2275 rBV5 30618 47553 0.34% 0.023%
59 16.398 2275 2280 2284 rVB 340381 412856 2.94% 0.199%
60 16.451 2285 2289 2297 rVB5 103355 156031 1.11% ©.075%
61 16.651 2316 2323 2328 rVB 719122 928537 6.60% 0.447%
62 16.698 2328 2331 2335 rBV3 49468 73179 ©0.52% 0.035%
63 16.745 2335 2339 2347 rVB 50799 99770 0.71% 0.048%
64 16.816 2347 2351 2355 rBV3 105934 157057 1.12% ©0.076%
65 16.863 2355 2359 2364 rVB3 90474 142831 1.02% ©.069%
66 17.045 2383 2390 2394 rBV 3372287 4829028 34.34%  2.326%
67 17.086 2394 2397 2401 rVV 585064 739519 5.26% ©.356%
68 17.139 2401 2406 2411 rVV 2823488 4021122 28.59% 1.937%
69 17.181 2411 2413 2417 rVB2 185816 236618 1.68% 0.114%
70 17.439 2453 2457 2462 rBV2 81763 161054 1.15% 0.078%
71 17.557 2473 2477 2480 rBV3 127432 172836 1.23% ©.083%
72 17.951 2540 2544 2551 rBV2 2173504 2818783 20.04%  1.358%
73 18.110 2568 2571 2575 rBV3 132463 214235 1.52% ©0.103%
74 18.245 2591 2594 2597 rBV 155962 214303 1.52% ©0.103%
75 18.816 2686 2691 2699 rBvV2 1805674 2351080 16.72% 1.132%
76 19.110 2737 2741 2745 rBV 853882 1138690 8.10%  0.548%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN012096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

77 19.169 2749 2751 2756 rVB 452827 533934 3.80% ©0.257%
78 19.245 2759 2764 2770 rBV 1765607 2559164 18.20%  1.233%
79 19.445 2793 2798 2802 rBV 3375395 4837425 34.40%  2.330%
80 20.010 2891 2894 2899 rVB 627300 649159 4.62%  0.313%
81 20.445 2965 2968 2974 rBV2 610399 700510 4.98% 0.337%
82 20.510 2975 2979 2983 rVB 1737100 1905786 13.55% 0.918%
83 20.727 3013 3016 3024 rVB 1154254 1465962 10.42% 0.706%
84 20.975 3055 3058 3064 rVB 5212352 6343639 45.11% 3.056%
85 21.033 3065 3068 3076 rVB 724538 934900 6.65% 0.450%
86 21.174 3088 3092 3097 rBV 1943764 2203288 15.67% 1.061%
87 21.251 3100 3105 3189 rVV 4997476 6376129 45.34%  3.071%
88 21.416 3129 3133 3138 rBV2 8535374 10099455 71.81% 4.865%
89 21.474 3139 3143 3147 rVV 3836190 4339497 30.86% 2.090%
90 21.516 3147 3150 3153 rVV 1268259 1611242 11.46% 0.776%

91 21.545 3153 3155 3164 rVB 1632875 2138789 15.21% 1.030%
92 21.845 3202 3206 3214 rBV 10081513 11255023 80.03% 5.421%
93 22.304 3279 3284 3290 rVB 9651760 12336214 87.71% 5.942%

94 22.804 3363 3369 3374 rBV 9759941 14064108 100.00% 6.774%
95 23.321 3452 3457 3459 rBV 2284111 3805957 27.06%  1.833%
96 23.357 3459 3463 3473 rVB 7720583 12428429 88.37% 5.986%
97 23.463 3476 3481 3490 rVB 2709582 4758888 33.84% 2.292%
98 23.992 3565 3571 3579 rVB 6260337 11600371 82.48% 5.588%
99 24.721 3689 3695 3703 rVB 3577683 7765387 55.21%  3.740%
160 25.580 3835 3841 3850 rVB 2418247 5817022 41.36% 2.802%

Sum of corrected areas: 207610703
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Oct 2020 14:35
: CG/IU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
BN©12096.D

L4184-20

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BN012096.D

5.669

10.428

5.199 7.652
8.358 g 799 9516 10.0521

88205 3.6892° gszs k @@%zﬁg 69 5&&’28 §.468. Zﬁ{lﬁ [95632A %g

Time--> 3.00 350 400 450 5.00 550 600 6.50 700 7.50 800 8.50 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN012096.D
1.2e+07
1le+07
8000000
6000000
19.445
4000000
14.293 15.292
.987
2000000 13764
13|751 4.498
o112.022 1831293 44034 1@4551@@51 ";.'i;. .
i e e e e T e e e B s s T I e e e I B A B
Time--> 12.00 12,50 13.00 13.50 14.00 1450 1500 15.50 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN012096.D
21.845 22.304 22.804
1.2e+07

1le+07

8000000

6000000

4000000O

2000000

Time-->

21.416
23.357

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.670 116.53 ng/ul 13958300 1,4-Dichlorobenzene-d4 7.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
2 Styrene 104 C8H8 000100-42-5 96
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 95
4 Styrene 104 C8H8 000100-42-5 94
5 Styrene 104 C8H8 000100-42-5 93
Abundance Scan 456 (5.669 min): BN012096.D\data.ms (-449) (-) m/z 104.10 100.00%
104.1
5000
51.0
R RRRARE R
“ ‘ 5.40 5.60 5.80 6.00
ol i 1471 1908 2670 p/z 103.18  56.78%
miz--> 50 100 150 200 250
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000 UL L B I B A L
510 5.40 5.60 5.80 6.00
' m/z 78.10 49.80%
O\\‘\“‘\1‘\““\‘““\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #4873: Styrene
104.0
AR EAmERRE T
5.40 5.60 5.80 6.00
5000 m/z 51.00 26.28%
51.0
m/z--> 50 100 150 200 250
Abundance #4881: Bicyclo[4.2.0]octa-1,3,5-triene e TR
104.0 5.40 5.60 5.80 6.00
m/z 76.95 24.57%
5000
51.0
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\

BN©12096.D

: 07 Oct 2020 14:35
: CG/IU

L4184-20

: 5 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M

: SVOA CALIBRATION

: C:\DATABASE\NIST11.L
ion 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
R.T. E
6.160 5

Hit# of 5
1 Benzene,
2 Benzene,

3 Benzene,
4 Benzene,

4 Benzene, (1-methylethyl)-

Concentration Rank 16

stConc Area Relative to ISTD R.T.
.54 ng/ul 663106 1,4-Dichlorobenzene-d4 7.652
Tentative ID MW MolForm CASH# Qual
(1-methylethyl)- 120 C9H12 000098-82-8 94
(1-methylethyl)- 120 CY9H12 000098-82-8 91
1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
(1-methylethyl)- 120 C9H12 000098-82-8 90
1-ethyl-2-methyl- 120 C9H12 000611-14-3 80

5 Benzene,

Abundance Scan 540 (6.164 min): BN012096.D\data.ms (-534) (-)

5000

O

105.1

51.0
| 193.0 280.8
I

b
I N A

355.

m/z-->
Abundance

5000

O\\‘\

50 100 150 200 250 300 350

#9417: Benzene, (1-methylethyl)-
105.0

5]1.0
L
|

m/z-->
Abundance

5000

O+

\\‘\!\H\\‘\\‘\\\\‘\\\\’\\\\‘

50 100 150 200 250 300 350

#9416: Benzene, (1-methylethyl)-
105.0

m/z-->
Abundance

5000

39.0

50 100 150 200 250 300 350

#9414: Benzene, 1,2,3-trimethyl-
105.0

m/z 105.05 100.00%

5.80 6.00 6.20 6.40
m/z 120.10 23.06%

5.80 6.00 6.20 6.40
m/z 77.00 17.54%

5.80 6.00 6.20 6.40
m/z 79.00 14.04%

5.80 6.00 6.20 6.40
m/z 103.10 10.75%

o

m/z-->

SOM-EPA-BN1002

50 100 150 200 250 300 350

20.M Thu Oct 08 16:13:52 2020

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Benzene, propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.650 2.62 ng/ul 313448 1,4-Dichlorobenzene-d4 7.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 81
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 72
4 Benzene, propyl- 120 C9H12 000103-65-1 72
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 53
Abundance Scan 622 (6.646 min): BN012096.D\data.ms (-615) (-) m/z 91.05 100.00%
91.0
5000
1201 R A RAARNENEE
390 221 6.40 6.60 6.80 7.00
Ot 20T0 120010 22.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
91.0
5000 \\\\‘\\\\‘\\/T/\\‘\\\\‘\\\
6.40 6.60 6.80 7.00
120.0 m/z 65.10 12.09%
39.0 65.0
O \\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\1!\‘\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]-
91.0
6.40 6.60 6.80 7.00
5000 m/z 92.00 9.56%
120.0
65.0
150 390 | | | 1510
A e R

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #30723: Propanenitrile, 3-[(phenylmethyl)amino]-

91.0 6.40 6.60 6.80 7.00

m/z 39.00 5.05%
5000
120.0
65.0
0 42\.0\\ 1 | | 160.0

e e e e R AREREEEEE

m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

SOM-EPA-BN100220.M Thu Oct 08 16:13:53 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.270 2.05 ng/ul 246078 1,4-Dichlorobenzene-d4 7.652

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
5 Diethyl carbitol 162 C8H1803 000112-36-7 64
Abundance Scan 728 (7.269 min): BN012096.D\data.ms (-723) (-) m/z 44.95 100.00%
45.0
5000 J\\
R A RRNREN
‘ 7%0 17 007 7.00 7.20 7.40 7.60
ol J7, 1170 2070 2830 ., 5995  32.85%
miz--> 50 100 150 200 250
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 "‘\u‘uu‘uu‘/\}\}%“uu
7.00 7.20 7.40 7.60
% m/z 72.00  27.93%
01\5“\0“L \hh“ !h \‘.\ \1(‘)“5\-0\ LB e s e s e B B B B
m/z--> 50 100 150 200 250
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
G e
7.00 7.20 7.40 7.60
5000 m/z 43.00 20.57%
75.0
obtol | : o0
m/z--> 50 100 150 200 250
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)- R RARSawE e
45.0 7.00 7.20 7.40 7.60
m/z 73.05 14.77%
h }WMNNMMmeJ\&ﬁwMMMWﬂM%
7%5.0
0 u““ T L
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN@12096.D

Acqg On : 07 Oct 2020 14:35

Operator : CG/JU

Sample L4184-20

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 Tetramethylbutanedinitrile Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
7.73  2.08 ng/ul 248889  1,4-Dichlorobenzene-d4  7.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetramethylbutanedinitrile 136 cain2 003333-52-6 90

000078-67-1 90
000078-67-1 83
003333-52-6 78
1000245-81-9 50

2 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4
3 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4
4 Tetramethylbutanedinitrile 136 C8H12N2
5 Heptafluorobutyric acid, cyclope... 282 C9H9F702

Abundance Scan 806 (7.728 min): BN012096.D\data.ms (-801) (-) m/z 69.10 100.00%

69.1
5000 41.0
H m 7.407.607.808.00
941 121.0 ' ’ :
Ol il il g 20 ZE 1490 1930 0 68,00 48.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16206: Tetramethylbutanedinitrile
69.0
5000 [ N R R
41.0 7.40 7.60 7.80 8.00
m/z 41.05 39.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34112: Propanenitrile, 2,2'-azobis[2-methyl-
69.0
N
7.40 7.60 7.80 8.00
5000 41.0 ITI/Z 54.00 27 .45%
50, || | o0 e
o el el
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34114: Propanenitrile, 2,2'-azobis[2-methyl- st e
69.0 7.40 7.60 7.80 8.00
m/z 41.95 25.57%
5000
41.0
150“ \‘ “ 940 121.0
(RS St N A B i R A s
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Benzene, 1,1'-(1,2-cyclobut... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.230 2.05 ng/ul 494091  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 87
2 [2.2]Paracyclophane 208 Cl6H16 001633-22-3 87
3 Phensuximide 189 C11H11NO2 000086-34-0 83
4 Cyclobutane, 1,2-diphenyl- 208 C16H16 003018-21-1 78
5 [2.2]Paracyclophane 208 C16H16 001633-22-3 72
Abundance Scan 2252 (16.234 min): BN012096.D\data.ms (-2248) (-  m/z 104.00 100.00%
104.0
5000 K
1600 1650
511 178.1 : .
ol d oy 1 1892 270 217.3280.92830  p/; 77.95  16.25%
miz-> 50 100 150 200 250 300
Abundance #68022: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0
5000 s N
16.00 16.50
m/z 103.00 13.99%
0 510 ;. | 139.0 1780
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
miz--> 50 100 150 200 250 300
Abundance #67981: [2.2]Paracyclophane
104.0
=T =
16.00 16.50
5000 m/z 105.00 8.39%
208.0
ola0 20 | ) 1650 |
e
miz--> 50 100 150 200 250 300
Abundance #52276: Phensuximide
104.0 1600 1650
m/z 76.95 7.29%
5000
189.0
51.0
0 o ‘

m/z--> 50 100 150 200 250 300 1600 1650

SOM-EPA-BN100220.M Thu Oct 08 16:13:55 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 [2.2]Paracyclophane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.650 3.85 ng/ul 928537  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 90
2 [2.2]Paracyclophane 208 C16H16 001633-22-3 74
3 Cyclobutane, 1,3-diphenyl-, trans- 208 C1l6H16 025558-23-0 64
4 [2.2]Paracyclophane 208 Cl6H16 001633-22-3 64
5 Styrene 104 C8H8 000100-42-5 58
Abundance Scan 2323 (16.651 min): BN012096.D\data.ms (-2316) (- m/z 104.05 100.00%
104.1
5000 K
1650  17.00
510 1781 : :
Oy L2 1390 TTP7208.1 2451 281 1, 25 65 12.80%
miz--> 50 100 150 200 250
Abundance #68022: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0
5000 et —
16.50 17.00

m/z 103.10  12.83%

0 510 ) 139.0 178. 02080
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #67981: [2.2]Paracyclophane
104.0
T \

16.50 17.00
5000 105.00 8.79%

208.0
olao SO | 1. asso |
miz--> 50 100 150 200 250
Abundance #67997: Cycl i

obutane, 1,3-diphenyl-, trans-
104.0 16 50 17 00

77.05 7.70%

) M\LA/\/
28.0 650, . | 13401650 208.0

R i
miz--> 50 100 150 200 250 1650 17.00

SOM-EPA-BN100220.M Thu Oct 08 16:13:56 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.950 11.67 ng/ul 2818780  Phenanthrene-die 17.045
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2544 (17.951 min): BN012096.D\data.ms (-2540) (- m/z 73.00 100.00%
73.0

o

5000
129.1
213.2 T
‘ ‘ 171.1 ‘ 256.1 ‘ 18.00
0136 iy L L1 3021 8560 L 6p.00  87.22%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN

18.00
m/z 43.05 85.21%

171.0 213.0 256.0
o I AT
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid

18.00
5000 256.0 m/z 41.10 77.04%
129.0
30 213.0
h ‘ 171.0

0 " M“L J\H‘H} ol I “ “ “‘m‘ S ‘ “ R B

m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid 7
43.0 18.00

m/z 55.10  73.17%

5000
3.0 129.0 2130 256.0
hu il ‘ 1710 1\.
Al

m/z--> 50 100 150 200 250 300 350 18.00

SOM-EPA-BN100220.M Thu Oct 08 16:13:56 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Fumaric acid, 2-chloropropy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.820 9.74 ng/ul 2351080  Phenanthrene-die 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-chloropropyl dod... 360 C19H33Cl04 1000348-57-0 98
2 Cyclohexadecane 224 C16H32 000295-65-8 95
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94

Abundance Scan 2691 (18.816 min): BN012096.D\data.ms (-2686) (-  m/z 55.10 100.00%

5|:
5000 111 AwANMJMAAAwMN%MwwAM
[ L
| \ | ,168.2224.2 18.50 19.00
o AbLLii1 20822282 3261 4425 ., 8310 90.61%

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

Abundance  #190526: Fumaric acid, 2-chloropropyl dodecyl ester
69.0

i

267.0 18.50 19.00
m/z 43.10 84.46%

I

|_\

5000 193.0
I‘i I“ ‘\ n ’u \ s |, 3250

0 H“\‘“‘\m \\\\‘\\\\‘\\I\‘\\\\‘\\\\’\\\\’\\\\’\\\\’

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

)

Abundance #81246: Cyclohexadecane
53.0
18.50 19.00
5000 ITI/Z 69.10 82.16%
111.0
‘ { ||| 6702200
oHH_H \Mnﬁm_JwHH_M,HH,HH,HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107662: n-Heptadecanol-1 “ T
55.0 18.50 19.00
m/z 57.10  78.26%
| ” L. 200
oHH“HH_H\uuHW‘H‘HH_H‘,HH,HH,HH, — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50 19.00

SOM-EPA-BN100220.M Thu Oct 08 16:13:57 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.250 8.03 ng/ul 2559160 Chrysene-d12 21.251
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 93

Abundance Scan 2764 (19.245 min): BN012096.D\data.ms (-2759) (- m/z 73.00 100.00%

73.0
5000 129.1
185 1241.2 T 7
‘ ” ‘I \ #oz . ‘ 19.00 19.50
ol s s M 13601 4283 490.  m/z 43.10  99.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 284.0 — —
185.0 19.00 19.50
‘ m/z 60.00 81.91%
O ’h\"“\hlf“‘\\‘\\“\‘\‘\f“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
e e
19.00 19.50
5000 129.0 m/z 57.10 78.22%
’ ‘ 185.0 241 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid —— T
43.0 19.00 19.50
m/z 41.10 76.91%
5000 129.0
‘ 185.0 284.0
OH“\ “ "'h"“'l, P P
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

SOM-EPA-BN100220.M Thu Oct 08 16:13:58 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
20.010 2.04 ng/ul 649159  Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Boric acid, ethyl-, didecyl ester 354 C22H47B02 1000152-34-4 83

Abundance Scan 2894 (20.010 min): BN012096.D\data.ms (-2891) (- m/z 57.10 100.00%

57.1
5000
2000 |
11691 231.1 :
ob b M bbb 5200 42934873 nyz 71.10  71.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000 ——
20.00
. m/z 43.10 69.58%
UL ase0225 02820
\\\\‘\\\\‘\\\1‘\1\\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0
T \
20.00
5000 ITI/Z 85.10 52.23%
ol d, | 430 169.0225.0281.0337.0394.0
4 ‘H“‘H‘ [ e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl- T ‘
57.0 20.00
m/z 41.10 35.47%
113.0 239.0
0 |17 169.0 237094 03520
— _“W“H“‘H“H“H“_“‘_“W“H“H“‘H“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00

SOM-EPA-BN100220.M Thu Oct 08 16:13:58 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Octadecanoic acid, butyl ester Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
20.450 2.20 ng/ul 700510 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 86
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 49
3 Nipecotic acid 129 C6H11NO2 000498-95-3 43
4 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 25
5 Docosanoic acid 340 C22H4402 000112-85-6 25

Abundance Scan 2968 (20.445 min): BN012096.D\data.ms (-2965) (- m/z 56.10 100.00%

56.1
239.2
5000
129.1
P
209.1 . 20.50
b, \H\ "“NH bbb b L F o B8 ATT2535.  n/7 239.20  67.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 285.0 20,50
129.0 m/z 43.10 56.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177147: Octadecanoic acid, butyl ester
56.0
P
20.50
5000 285.0 ITI/Z 57.10 54.25%
129.0
o,JJ il L | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12841: Nipecotic acid T
57.0 20.50

m/z 41.10 49.18%

5000

I

L S aaee
miz—> 0 50 100 150 200 250 300 350 400 450 500 20.50

— =
N
— ©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.510 5.98 ng/ul 1905790 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90

Abundance Scan 2979 (20.510 min): BN012096.D\data.ms (-2975) (- m/z 57.10 100.00%
57.1

-

5000
1 20.50
o_m,‘.”mw4‘97_2‘”‘2‘?‘1“1‘““‘3‘57&”“4‘9?:4“_ m/z 71.10  72.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175556: Tetracosane
57.0
5000 =

20.50
m/z 43.10 69.66%

]

mlﬁ”’ 197.0 267.0 338.0
L

O‘\\\\’1f\\‘\\\{l[‘\‘ffl\“Wl\‘\%“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
U \
20.50
5000 m/z 85.10 51.22%

L2 oo o

-

O‘Huw‘u"‘H‘Hww‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0 20.50
m/z 41.10 29.09%
5000

ol L. | 2270 197.0 2810  394.0
_m,wwwwwWm_Hwwwwwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 Phosphoric acid, isodecyl d... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.730 4.60 ng/ul 1465960 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, isodecyl diphen... 390 C22H3104P 029761-21-5 58
2 Octicizer 362 C20H2704P 001241-94-7 53
3 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 43
4 2H-1,3,4-Benzotriazepin-2-one, 1... 251 C15H13N30 002855-57-4 38
5 7H-Pyrazolo[4,3-E][1,2,4]triazol... 251 C12H9N7 1000310-01-6 32
Abundance Scan 3016 (20.727 min): BN012096.D\data.ms (-3013) (-  m/z 251.00 100.00%
251.0
5000 175.0
94.0
e ]
q% \‘ 362.1 20.50 21.00
ob o bithlid g kA 30813621 4503 0 i0c 60p  a1.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #207552: Phosphoric acid, isodecyl diphenyl ester
251.0
5000 e =
20.50 21.00
94.0 m/z 94.00 26.66%
170.0
390.0
O‘\\\q\‘ﬂ?\“\\\‘\“\\\\‘“\‘L\\‘\\\\ \\\f‘??%?\\\f‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #191832: Octicizer
251.0
P e
20.50 21.00
5000 m/z 250.10 25.51%
94.0 362.0
175.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #103225: trans-4-(Dimethylamino)chalcone =T =
251.0 20.50 21.00
m/z 41.10 16.98%
5000
174.0
LTINS LV R — R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.970 19.90 ng/ul 6343640 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3058 (20.974 min): BN012096.D\data.ms (-3055) (-  m/z 57.10 100.00%
57.1

—
' 21.00
oHu_m}‘n‘ﬁm"1971 2811 3521 4553 5244 nm/z 71.10  72.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 T
21.00
m/z 43.10 69.94%
LLES asmo 220
O\"‘\\\\‘\\\!‘\T\\‘\\\\‘\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
——
21.00
5000 ITI/Z 85.10 52.31%
210.0
113.0
ol WL e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- =
43.0 21.00
m/z 41.10 29.62%
5000
196.0
ol MRS liesso S~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

SOM-EPA-BN100220.M Thu Oct 08 16:14:01 2020 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 2-Bromomethyl-2-phenyl[1,3]... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

21.030 2.93 ng/ul 934900 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C1@H11Bro02 003418-21-1 64
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 64
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53

Abundance Scan 3068 (21.033 min): BN012096.D\data.ms (-3065) (-  m/z 105.00 100.00%

105.0
5000
21.00 |
431 207.0 -
oAl L | 2070 28113411 4133 4822 4.y 149.65  77.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95124: 2-Bromomethyl-2-phenyl[1,3]dioxolane
149.0
5000 — :
21.00
77.0 m/z 77.00 47.51%
O‘\H‘\‘!\"\‘\‘WHH \H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0
T \
21.00
5000 ITI/Z 51.00 12.54%
0 45.0 “1 ) 75.0 236.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156211: Diethylene glycol dibenzoate —— ‘
105.0 21.00
m/z 106.10 8.05%
) V_JLJ\\N&
0 450 | 1B3.0 2380 314.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.420 31.68 ng/ul 10099500 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Pentacosane 352 C25H52 000629-99-2 94
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
4 Heneicosane 296 C21H44 000629-94-7 81
5 Octacosane 394 C28H58 000630-02-4 81

Abundance Scan 3133 (21.416 min): BN012096.D\data.ms (-3129) (- m/z 57.10 100.00%
57.1

o ud
129.0 LT
” | 2071 21.50
0k ‘H‘«‘\HW ” wmﬁ‘??"l‘_"?"‘?‘?:“1‘4‘32-‘1“59‘3-?“‘ m/z 71.10  72.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L
21.50
m/z 43.10 65.53%
i 239.0
O\\‘\}\\\“\F\J\\\‘HRW\[!\\1‘\12\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57.0
o
21.50
5000 m/z 85.10  53.30%
1
oD e s 320
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane —
57.0 21.50
m/z 41.10 27.31%
h M
o\\x}wlﬁg"m -
m/z--> 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_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 (2,3-Diphenylcyclopropyl)me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.470 13.61 ng/ul 4339500 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 72
2 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1000154-23-3 59
3 Methadone N-oxide 325 C21H27N02 1000120-80-7 58
4 Cyclopentene-1-carboxylic acid, ... 332 C23H2402 1000159-40-6 40
5 Quinoline 129 C9H7N 000091-22-5 38

Abundance Scan 3143 (21.474 min): BN012096.D\data.ms (-3139) (-  m/z 91.05 100.00%

91.0
207.1
5000
—
21.50
Ol 14500, | 280134114004 47615362 ./, 139.00 73.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 LR
21.50
207.0 m/z 207.05 67.71%
O \\\‘J\J\Jl\“h\h\l\‘\\\\\\‘J“‘\\\\‘\\\\3‘1-\6\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-dij
207.0
—r
129.0 21.50
5000 ITI/Z 206.10 26.20%
67.0
1 274.0
)V T NS S N S ————
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165152: Methadone N-oxide
129.0 207.0 21.50
m/z 105.10 22.01%
72.0
5000
‘ “ \ 2770
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

SOM-EPA-BN100220.M Thu Oct 08 16:14:03 2020 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 21 1-Propene, 3-(2-cyclopenten... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.520 5.05 ng/ul 1611240 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1000154-23-3 53
2 Methadone N-oxide 325 C21H27N02 1000120-80-7 50
3 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 41
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 38
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 35
Abundance Scan 3150 (21.516 min): BN012096.D\data.ms (-3147) (-  m/z 91.05 100.00%
91.0
207.1
5000
T [
| ) 21.50
Ob ik LA A4R L]y 2900 350.34169 490.3546.° /5 129 05  70.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di|
207.0
129.0 N
5000 o =
21.50
m/z 207.10 68.41%
67.0
1 274.0
0 \l\u“\‘J\J\‘\“”\J\‘\\“\L\h\l\il“\\\\‘\H\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165152: Methadone N-oxide
129.0 207.0
T 1 \
72.0 21.50 .
5000 m/z 206.10 28.01%
Wbl g, 2o
o L R G —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207.0 21.50
m/z 105.10 24.41%
5000
130.
B0.0 3?0
0 ngwmﬂﬁuw‘vﬁﬁﬁpu“p“‘M“‘M“‘M“W“‘W“‘W‘ —
m/z--> 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_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M

Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 22 unknown-01

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.550  6.71 ng/ul 2138790 Chrysene-diz 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H2005 131758-71-9 49

2 Benzeneacetonitrile, .alpha.-met... 129 C9H7N

3 1-(2-Methyl-allyl)-1,2,3,4-tetra... 202 C14H180
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N
5 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22

Abundance Scan 3155 (21.545 min): BN012096.D\data.ms (-3153) (-

000495-10-3 35
1000192-52-9 35
003558-24-5 35
1000154-23-3 27

m/z 91.00 100.00%

91.0
207.1
5000
T \
| \ ||, 281.1340.1398.3 475.4 2159
ol LA L 25523013983 47945352 m/z 129.00  73.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 AR I
21.50
207.0 m/z 207.10 64.46%
O\\\\"\M\Jl\‘\h\l\‘\J\\\I\d“ln\\\\‘\\\\:3‘]-\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene-
129.0
T \
21.50
5000 ITI/Z 206.10 22.14%
51.0
0 m,‘uh"lw S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62764: 1-(2-Methyl-allyl)-1,2,3,4-tetrahydronaphthalen-2
129.0 21.50
m/z 105.10 20.36%
5000
39.0 \ 202.0
0 H*\U‘MMM\‘M‘"HM‘MH‘MWm‘mWm_m_m_ e —
m/z--> 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_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.850 35.30 ng/ul 11255000 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 98
2 Eicosane 282 C20H42 000112-95-8 95
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Octacosane 394 (C28H58 000630-02-4 94
5 Tetracosane 338 C24H50 000646-31-1 93

Abundance Scan 3206 (21.845 min): BN012096.D\data.ms (-3202) (- m/z 57.10 100.00%
57.1

— ==
‘ ’ llﬁ 1972 21.50 22.00
or kLU, 1972 267.0 3372 4321 5225 n. 7119 72.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
5000 —_ —=
21.50 22.00
m/z 43.10 65.52%
O \‘\\‘11\'\"!F\LT‘\WJ_\Q\TWO\\%6\7\\0\‘13\:3\7\[(\)\\\4‘.\2%\0‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
— —
21.50 22.00
5000 m/z 85.10 52.79%
’f 1970 282.0
0 u‘u_mi_“‘!"mw‘w_H""H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- _— =
43.0 21.50 22.00
m/z 41.10 26.26%
5000
196.0
ol MRS lasso o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SOM-EPA-BN100220.M Thu Oct 08 16:14:05 2020 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.300 38.70 ng/ul 12336200 Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 96
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 94
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
4 Heptacosane 380 C27H56 000593-49-7 94
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3284 (22.304 min): BN012096.D\data.ms (-3279) (- m/z 57.10 100.00%
57.1

== =
‘ 21 1075 22.00 2250
0 m_m\‘ LLind302 2953 3944 4742 548 ., 7110 70.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57.0
5000 — —
22.00 22.50
) 324.0 m/z 43.10 63.36%
’ ﬁ 197.0 267.0
O\\\‘\\\\‘\\\\“1\\\l\\‘\‘\l\l\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153227: Pentadecane, 8-heptyl-
57.0
— —
210.0 22.00 22.50
5000 ‘ m/z 85.10 49.42%
127.0
‘ ‘ ‘ J 310.0
0 m‘_‘uhhhllmm‘H‘W‘H‘M‘H‘H‘W‘H“H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl- = T
43.0 22.00 22.50
m/z 55.10 24.84%
- JKWAVMAMMJ\*M\kj\Aw/
281.0
113.0
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_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.990 48.75 ng/ul 11600400 Perylene-di2 23.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3571 (23.992 min): BN012096.D\data.ms (-3565) (- m/z 57.10 100.00%
57.1

> L
—r
‘ ’ \1 1972 24.00
om_m\_uﬂ1wW‘Z‘?‘l“lw‘379““”“_‘?5“5‘4‘5‘4?" m/z 71.10  69.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
57.0
5000 T
24.00
m/z 43.10 61.71%
o |0 197.0 267.0 3510 436.0
\TT‘\1\\‘\\\f‘\\\\‘f\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
—r
24.00
5000 ITI/Z 85.10 50.45%
1 239.0
o S P00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane =
57.0 24.00
m/z 55.10 24 .43%
- w~ﬂ“J\mW«J\ALN\Mﬂ«fp
o \‘ || [1270 1970 267.0  367.0
H“H‘w“u‘u“_‘u“u‘_‘u“H‘_“W‘H“H‘w‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00

SOM-EPA-BN100220.M Thu Oct 08 16:14:06 2020 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 26 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.720 32.64 ng/ul 7765390 Perylene-di2 23.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3695 (24.721 min): BN012096.D\data.ms (-3689) (- m/z 57.10 100.00%
57.1

-

5000
—r— —
‘ |[P7L 1072 2811 ' 2450 2500
O bbb i 2702 202134l 42914885540 myz 71.10  69.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 = —
24.50 25.00
m/z 43.10 60.97%
169.0
O‘\\d\l\"‘\“\‘\i\J“\\fl\T[\Jf\\‘\%4\‘8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94355: Hexadecane, 2-methyl-
57.0
—r —
24.50 25.00
5000 ITI/Z 85.10 51.90%
197.0

it

|1y

-

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- — —
43.0 24.50 25.00
m/z 55.10 23.63%
5000

-

oL LI ass0 2050
B i R SRR — e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.580 24.45 ng/ul 5817020 Perylene-di2 23.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 93

Abundance Scan 3841 (25.580 min): BN012096.D\data.ms (-3835) (- m/z 57.10 100.00%

57.1
5000
NN T
‘ Hl\ﬁ 169.1 239.2295.1351.3411.3 490.3 549. 25:59
O b L S SR A R R e e e m/z 71,18 72.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 - :
25.50
m/z 43.10 61.35%
23 .O
ol h | 169.0 296.0352.0
‘\\\\‘\\\\‘\\f\[\\\f[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
NN T
25.50
5000 ITI/Z 85.10 49,36%
113.0
oLl 200 0060
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl- ——
43.0 25.50
m/z 55.10 22.16%
o /\M»J\\/\W—
9.0 210.0
ol bbbl ooz -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100720\
Data File : BN©12096.D

Acqg On : 07 Oct 2020 14:35
Operator : CG/JU

Sample : L4184-20

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Bicyclo[4.2.0]o... 5.670 116.5 ng/ul 13958300 1 7.652 2395630 20.0
Benzene, (1-met... 6.160 5.5 ng/ul 663106 1 7.652 2395630 20.0
Benzene, propyl- 6.650 2.6 ng/ul 313448 1 7.652 2395630 20.0
Ethanol, 2-(2-e... 7.270 2.0 ng/ul 246078 1 7.652 2395630 20.0
Tetramethylbuta... 7.730 2.1 ng/ul 248889 1 7.652 2395630 20.0
Benzene, 1,1'-(... 16.230 2.0 ng/ul 494091 4 17.045 4829030 20.0
[2.2]Paracyclop... 16.650 3.9 ng/ul 928537 4 17.045 4829030 20.0
n-Hexadecanoic ... 17.950 11.7 ng/ul 2818780 4 17.045 4829030 20.0
Fumaric acid, 2... 18.820 9.7 ng/ul 2351080 4 17.045 4829030 20.0
Octadecanoic acid 19.250 8.0 ng/ul 2559160 5 21.251 6376130 20.0
(DEL) Alkane: S... 20.010 2.0 ng/ul 649159 5 21.251 6376130 20.0
Octadecanoic ac... 20.450 2.2 ng/ul 700510 5 21.251 6376130 20.0
(DEL) Alkane: S... 20.510 6.0 ng/ul 1905790 5 21.251 6376130 20.0
Phosphoric acid... 20.730 4.6 ng/ul 1465960 5 21.251 6376130 20.0
(DEL) Alkane: S... 20.970 19.9 ng/ul 6343640 5 21.251 6376130 20.0
2-Bromomethyl-2... 21.030 2.9 ng/ul 934900 5 21.251 6376130 20.0
(DEL) Alkane: S... 21.420 31.7 ng/ul 10099500 5 21.251 6376130 20.0
(2,3-Diphenylcy... 21.470 13.6 ng/ul 4339500 5 21.251 6376130 20.0
1-Propene, 3-(2... 21.520 5.0 ng/ul 1611240 5 21.251 6376130 20.0
unknown-01 21.550 6.7 ng/ul 2138790 5 21.251 6376130 20.0
(DEL) Alkane: S... 21.850 35.3 ng/ul 11255000 5 21.251 6376130 20.0
(DEL) Alkane: S... 22.300 38.7 ng/ul 12336200 5 21.251 6376130 20.0
(DEL) Alkane: S... 23.990 48.8 ng/ul 11600400 6 23.463 4758890 20.0
2-Bromo dodecane 24.720 32.6 ng/ul 7765390 6 23.463 4758890 20.0
(DEL) Alkane: S... 25.580 24.4 ng/ul 5817020 6 23.463 4758890 20.0
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