LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO41919MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.216 35 39 45 rBV 231523 268881 2.38% 0.259%
2 3.475 80 83 89 rBv2 21372 35141 0.31% 0.034%
3 4.005 167 173 177 rBvV3 17735 26220 0.23% 0.025%
4 4.793 301 307 312 rBV7Y 8456 13982 0.12% 0.013%
5 4 .857 315 318 328 rBV10 9163 19930 0.18% 0.019%
6 5.728 461 466 471 rBvV2 20268 29811 0.26% 0.029%
7 6.281 556 560 563 rVB5 10357 12678 0.11% 0.012%
8 6.599 610 614 619 rBV6 9787 17726 0.16% 0.017%
9 6.775 637 644 659 rBY 2123920 3270669 28.95% 3.147%
10 6.946 666 673 684 rVB 1642032 2525274 22 .35% 2.429%

11 7.134 698 705 715 rVB 2096738 3249938 28.77% 3.127%
12 7.669 791 796 803 rvB2 48638 72678 0.64% 0.070%
13 8.293 893 902 915 rBV 2485521 3963795 35.09% 3.813%
14 8.740 970 978 987 rBV 2022014 3200850 28.33% 3.079%

15 8.916 1004 1008 1011 rBV6 8581 12762 0.11% 0.012%
16 9.198 1051 1056 1064 rBvV 43127 58826 0.52% 0.057%
17 9.451 1091 1099 1106 rBV 1647798 2598202 23.00% 2.500%
18 9.587 1117 1122 1129 rBV3 17746 33254 0.29% 0.032%
19 9.863 1163 1169 1175 rBV7 7034 12749 0.11% 0.012%

20 9.981 1181 1189 1200 rBV 2613153 4200760 37.19% 4.041%

21 10.492 1267 1276 1292 rBV 2300760 3901920 34.54% 3.754%

22 11.951 1519 1524 1531 rVB 60846 89932 0.80% 0.087%
23 12.028 1533 1537 1540 rBv4 8696 12169 0.11% 0.012%
24 12.845 1671 1676 1679 rBV5 7622 11887 0.11% 0.011%
25 12.963 1693 1696 1701 rBv4 11519 16023 0.14% 0.015%
26 13.075 1710 1715 1721 rVB2 15138 23458 0.21% 0.023%
27 13.145 1721 1727 1731 rBV6 10733 16999 0.15% 0.016%
28 13.463 1776 1781 1788 rBvV4 23549 35880 0.32% 0.035%

29 13.651 1806 1813 1817 rBV 4517854 6211383 54.98% 5.976%
30 13.698 1817 1821 1827 rVB 1044509 1389498 12.30% 1.337%

31 13.922 1851 1859 1870 rBV 4970847 7339628 64.97% 7.061%
32 14.163 1895 1900 1905 rVB6 14901 20856 0.18% 0.020%
33 14.233 1905 1912 1916 rBV6 13378 22262 0.20% 0.021%
34 14.428 1937 1945 1964 rBV 2070969 3028347 26.81% 2.913%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
Title = SVOA CALIBRATION

35 14.675 1981 1987 1991 rBV6 15807 29258 0.26% 0.028%
36 14.857 2011 2018 2020 rBV6 9167 15679 0.14% 0.015%
37 15.063 2048 2053 2058 rBv4 12003 20262 0.18% 0.019%
38 15.122 2059 2063 2067 rVvV 23929 28042 0.25% 0.027%

39 15.227 2074 2081 2088 rBV 6024621 8833690 78.20% 8.499%
40 15.345 2094 2101 2117 rBV 1847001 2551018 22.58% 2.454%

41 15.469 2117 2122 2127 rVB 78537 112601 1.00% 0.108%

42 15.986 2207 2210 2211 rBV 15955 12673 0.11% 0.012%
43 16.016 2211 2215 2220 rVB2 32375 51453 0.46% 0.050%
44 16.345 2266 2271 2273 rBV5 6615 12167 0.11% 0.012%
45 16.410 2277 2282 2285 rBV5 14455 24387 0.22% 0.023%
46 16.669 2323 2326 2331 rVB6 22557 29324 0.26% 0.028%
47 16.780 2341 2345 2351 rBV3 31430 45174 0.40% 0.043%
48 16.980 2377 2379 2382 rBV3 10475 12825 0.11% 0.012%
49 17.021 2383 2386 2390 rVV 23831 28552 0.25% 0.027%
50 17.080 2390 2396 2409 rVV2 6744524 9577691 84.78% 9.214%
51 17.521 2468 2471 2474 rBV5 16541 18145 0.16% 0.017%
52 17.645 2489 2492 2494 rBV4 10859 11878 0.11% 0.011%
53 17.916 2532 2538 2558 rBV 1422785 2573743 22.78% 2.476%
54 18.216 2584 2589 2594 rVV5 40904 64279 0.57% 0.062%
55 18.592 2649 2653 2655 rBV5 19156 23138 0.20% 0.022%
56 18.863 2695 2699 2704 rVB3 50038 59823 0.53% 0.058%

57 19.021 2722 2726 2730 rBV 119015 161640 1.43% 0.156%
58 19.063 2730 2733 2735 rVVv4 80905 112728 1.00% 0.108%
59 19.086 2735 2737 2744 rVB6 81300 136772 1.21% 0.132%
60 19.215 2754 2759 2766 rBV 855906 1364619 12.08% 1.313%

61 19.274 2767 2769 2778 rVV 128070 237100 2.10% 0.228%
62 19.392 2781 2789 2796 rVV2 8200172 11296666 100.00% 10.868%
63 19.451 2796 2799 2802 rVV2 100243 120530 1.07% 0.116%

64 19.486 2802 2805 2811 rVB2 53859 70740 0.63% 0.068%
65 19.951 2882 2884 2886 rBV3 16380 18185 0.16% 0.017%
66 19.992 2888 2891 2899 rVB2 103229 128510 1.14% 0.124%
67 20.315 2943 2946 2947 rBV3 28999 28115 0.25% 0.027%
68 20.362 2951 2954 2961 rVB2 70463 104290 0.92% 0.100%
69 20.427 2963 2965 2969 rVB3 33298 32784 0.29% 0.032%

70 20.498 2969 2977 2980 rBV2 205918 267588 2.37% 0.257%
71 20.957 3050 3055 3079 rBV2 1755914 2954970 26.16% 2.843%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
Title = SVOA CALIBRATION
72 21.157 3086 3089 3092 rBV 83856 99892 0.88% 0.096%

73 21.410 3128 3132 3138 rBV 485555 545938 4._.83% 0.525%
74 21.845 3202 3206 3213 rBV 533200 739759 6.55% 0.712%
75 22.304 3280 3284 3288 rBV 577700 701292 6.21% 0.675%

76 22.804 3365 3369 3374 rVB 580240 797936 7.06% 0.768%
77 23.268 3441 3448 3458 rVB2 6282015 11252507 99.61% 10.826%
78 23.362 3459 3464 3469 rVvVv 561222 856275 7.58% 0.824%
79 23.998 3567 3572 3579 rBV 457828 819876 7.26% 0.789%
80 24.074 3580 3585 3599 rVvv4 223956 542917 4.81% 0.522%

81 24.733 3691 3697 3703 rBV 316749 671959 5.95% 0.646%

Sum of corrected areas: 103943758
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN005187.D
8000000
6000000
4000000
8.29 9.98
6.77 7.13 8.74 10.49
2000000 6.95 9.45
oL %348 400 44196 573 6.28 6.6 A 7.67 8.929.20 L.sgg.
R e B e e TR e e T B
Time--> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN005187.D
8000000 1939
17.08
6000000 1523
13.92
13.65
4000000
14.43
2000000 5.35
17.92
1B 19.23
o[L1863 124183\ 14.67.865080[15.47 I QIP1663616.6 715 18.22 18 598 BN ADAD 19590883
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN005187.D
8000000
23.27
6000000
4000000
2000000 20.96
0141 21.84 2230 22.80 z@.\% i%)\B? 24.73
. ' N A
R R T B L
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Pentane, 2-bromo-2-methyl- Concentration Rank 40

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

4.00 7.22 ng/ul 26220 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-bromo-2-methvl- 164 C6H13Br 004283-80-1 59
2 Hexane. 3-i1o0do- 212 C6H131 031294-91-4 59
3 Hexane. 2-bromo- 164 C6H13Br 003377-86-4 53
4 4-Ethvl-4-methvl-1-hexene 126 C9H18 090674-67-2 53
5 Pentane, 2-bromo-4-methyl- 164 C6H13Br 030310-22-6 45

Abundance Scan 172 (3.999 min): BN005187.D (-167) (-) m/z 43.00 100.00%
43
85
5000
100
s |5|7 69 | 207 3.60 3.80 4.00 4.20 4.40
I B e B R I I = o m/z 85.00 63.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32167: Pentane, 2-bromo-2-methyl-
43 \
85
5000
27 69 3.60 3.80 4.00 4.20 4.40
m/z 100.00 31.93%
15 55
i |, 96107 123135 164
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64655: Hexane, 3-iodo-
43 85

3.60 3.80 4.00 4.20 4.40
5000 m/z 42.00 14 _.07%

55
29 128
L hose | | 141 155 160 183 212
L I e e R s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32154: Hexane, 2-bromo- R L R
43 3.60 3.80 4.00 4.20 4.40
85 m/z 56.90 12.15%
5000
27 57
15 1| 4, |l 69 | 109121
T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown-01 Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
4.79 3.85 ng/ul 13982 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Isoxazolecarboperoxoic acid. 4... 263 C14H17N0O4

2 Diacetamide
3 Acetamide

4 Acetaldoxime
5 Acetamide

101 C4H7NO2
59 C2H5NO
59 C2H5NO
59 C2H5NO

035145-84-7 22
000625-77-4 10
000060-35-5 10
000107-29-9 9
000060-35-5 9

Abundance Scan 307 (4.793 min): BN005187.D (-301) (-) m/z 42.95 100.00%
59
73
5000
207
g4 101
| | | 440 4.60 4.80 5.00 5.20
i o o o B o o o e o m/z 58.90 74 .19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #96115: 3-lsoxazolecarboperoxoic acid, 4,5-dihydro-5-pheny...
44 59 W
105
R R e S  EREEE
5000 440 4.60 4.80 5.00 5.20
128 174 m/z 73.10 58.25%
91 116 || 146
LA w i e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3942: Diacetamide
43
440 4.60 4.80 5.00 5.20
5000 59 m/z 43.90 51.06%
73
101
28 | 86 |
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #230: Acetamide A e B .
44 59 440 4.60 4.80 5.00 5.20
m/z 48.90 36.21%
5000
18
Lo
L [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-02 Concentration Rank 42

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

4._86 5.48 ng/ul 19930 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne. 2-methvl- 80 C6H8 000926-55-6 38
2 Benzenesulfonic acid. 4-nitro-. ... 294 C12H10N205S 018631-75-9 38
3 1.3.5-Hexatriene. (E)- 80 C6H8 000821-07-8 9
4 2-Hexen-4-vne. (E)- 80 C6H8 033625-96-6 9
5 Pyridazine 80 C4H4N2 000289-80-5 9

Abundance Scan 318 (4.857 min): BN005187.D (-315) (-) m/z 79.90 100.00%
8D
48
5000
112 208 LR L UL R

460 4.80 500 5.20
m/z 47.90 57.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1075: 1-Penten-3-yne, 2-methyl-
80
39
5000
65 4.60 4.80 5.00 5.20
m/z 51.90 30.37%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113865: Benzenesulfonic acid, 4-nitro-, 2-aminopheny! ester
80 108
e N BEEEE mE s
4.60 4.80 5.00 5.20
5000 m/z 39.95 30.02%
53
S 123 140155171186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1070: 1,3,5-Hexatriene, (E)- A B R W
80 4.60 4.80 5.00 5.20
m/z 46.90 27 .44%
5000 39
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown-03 Concentration Rank 39

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

5.73 8.20 ng/ul 29811 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 40
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 38
3 Propanedioic acid. oxo-. bis(2-m... 230 C11H1805 092778-43-3 10
4 Neopentvlamine 87 C5H13N 005813-64-9 9
5 Propane, 2-[(1,1-dimethylethyl)s... 178 C8H1802S 001886-75-5 9

Abundance Scan 466 (5.728 min): BN005187.D (-461) (-) 57.10 100.00%
g7
5000 45 A
75 87 5.40 5.60 5.80 6.00
el et m/Zz 45.00  45.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8548: Ethanol, 2-butoxy-
57
5000
s 5.40 5.60 5.80 6.00
g7 m/z 41.00 29.98%
15 S| 100 118
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #8599: Ethylene glycol monoisobutyl ether
57
45
540 5.60 5.80 6.00
5000 m/z 42.90 14 .00%
29 75
87
18 \‘ ‘ L “ | 100
miz--> 5 d ik ko o o ik
Abundance #75968: Propanedioic acid, oxo-, bis(2-methylpropyl) ester
57 540 5.60 5.80 6.00
m/z 56.00 12.63%
5000
[l ). 71 85 102 115 129 149 162 174 191
m/z--> 20 40 60 80 100 120 140 160 180 ' 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown-04 Concentration Rank 47

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

6.28 3.49 ng/ul 12678 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine 87 C4H9NO 000110-91-8 18
2 2-(N-Morpholino)ethanesulfonic acid 195 C6H13N04S 004432-31-9 14
3 2-(N-Morpholino)ethanesulfonic acid 195 C6H13N04S 004432-31-9 10
4 Morpholine 87 C4H9NO 000110-91-8 9
5 Methyl propionate 88 C4H802 000554-12-1 9

Abundance Scan 560 (6.281 min): BN005187.D (-556) (-) m/z 45.00 100.00%
4 57
87
5000
73 207
| | 6.00 6.20 6.40 6.60
el e m/z 57.00 93.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1837: Morpholine
57
5000 87
6.00 6.20 6.40 6.60
42 m/z 87.00 54 _.70%
73
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52816: 2-(N-Morpholino)ethanesulfonic acid
57
27 87
6.00 6.20 6.40 6.60
5000 ” 100 m/z 39.00 45 _56%
‘ L \‘ L “79 u‘\ A 1:!-5 128138 195
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52815: 2-(N-Morpholino)ethanesulfonic acid
27 57 6.00 6.20 6.40 6.60
m/z 58.90 40.38%
5000 44 87
100
Il 70 115 127137 149 162 195
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown-05 Concentration Rank 43

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

6.60 4.88 ng/ul 17726 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1-(ethenvlthio)- 172 C10H20S 042779-08-8 10
2 Chloromethvl 3-chlorononanoate 240 C10H18CIl1202 080418-72-0 9
3 Pvrazole-1-carboxamide. 4-bromo-... 265 C6H5BrCIN302 1000268-17-5 9
4 _alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 9
5 Hexanoic acid 116 C6H1202 000142-62-1 9

Abundance Scan 614 (6.599 min): BN005187.D (-610) (-) m/z 60.00 100.00%
6o
73
5000
il ‘| : o ok g Gk 68 760
SN | . AN — m/z 48.95 69.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37362: Octane, 1-(ethenylthio)-
43 60
5000 NS SRR SRR R
6.20 6.40 6.60 6.80 7.00
3 87 101 172 m/z 73.00 65.77%
115 143
129 | 157
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81911: Chloromethy! 3-chlorononanoate
41 55 96

6.20 6.40 6.60 6.80 7.00
m/z 40.95 58.62%

5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97453: Pyrazole-1-carboxamide, 4-bromo-N-chloroacetyl- IR B e e e
49 6.20 6.40 6.60 6.80 7.00
0
148 m/z 55.00 53.89%
5000 70
3 91 119
106 132 || 173 218 267
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 23

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

7.67 20.00 ng/ul 72678 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43

Abundance Scan 796 (7.669 min): BN005187.D (-791) (-) m/z 57.00 100.00%
57
5000 a1
| | 51 “ 7|° .- 8|3 o 98 7.40 7.60 7.80 8.00
e s s = =TI INAL_ IV m/z 41.00 37 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl-
57
5000
43 7.40 7.60 7.80 8.00
- 69 83 m/z 55.00 32.88%
...,..Fﬁ...hhh...uL...??.”:,??..H..??,J!..,..?ﬁ....}%%..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13219: 1-Hexanol, 2-ethyl-
57
7.40 7.60 7.80 8.00
5000 41 m/z 43.00 27 .47%
70
- 83
A5 sl e ) )P we
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13212: 1-Hexanol, 2-ethyl-
57 7.40 7.60 7.80 8.00
m/z 56.00 25.66%
5000 41
29
70 83
B s es o ] 12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown-06 Concentration Rank 46

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

8.92 3.51 ng/ul 12762 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonen-1-ol. (EBE)- 142 C9H180 031502-14-4 17
2 Hvdroxvlamine. 0-(2-methvilpropvl)- 89 C4H11NO 005618-62-2 12
3 Cvclobutanone. 3-ethvl- 98 C6H100 056335-73-0 10
4 (Z2)-3-Heptene 98 C7H14 007642-10-6 10
5 Aziridine, 2,2-dimethyl- 71 C4HO9N 002658-24-4 9

Abundance Scan 1009 (8.922 min): BN005187.D (-1004) (-) m/z 40.95 100.00%
1
56
5000 67
83
| 2?7 8.60 880 9.00 9.20
-t m/z 43.00 78.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: 2-Nonen-1-ol, (E)-
57
41
5000 29
8.60 8.80 9.00 9.20
68 82 o m/z 56.10 52.08%
15 100 120 e
m/z--> 20 40 60 85 160 150 150 1éo 1éo 260
Abundance #2182: Hydroxylamine, O-(2-methylpropyl)-
43
57 8.60 8.80 9.00 9.20
5000 m/z 56.90 46 .58%
71
'"'P"'I"”I""qu'l"”l""l”"l"'W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3145: Cyclobutanone, 3-ethyl-
41 8.60 8.80 9.00 9.20
m/z 39.10 41 .58%
56 o
5000
27 98
”"I”"I”"I”"?i"l”"l”"l”"l”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:15 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown-07 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
12.85 10.68 ng/ul 11887 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Sec-butvldiaziridine 100 C5H12N2 033657-34-0 28
2 Svdnone. 3-(dimethvlamino)-4-I(h... 172 C5H8N403 069978-11-6 12
3 Aziridine. 2.2-dimethvl- 71 C4HON 002658-24-4 9
4 2.2-Dimethvl-1.3-propanediamine 102 C5H14N2 007328-91-8 9
5 Carbamic acid, ethylnitroso-, et... 146 C5H10N203 000614-95-9 9

Abundance Scan 1677 (12.851 min): BN005187.D (-1671) (-) m/z 70.90 100.00%
!
43 86 172
281
5000

207

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260 280

12.60 12.80 13.00 13.20

m/z 85.90 77.78%

12.60 12.80 13.00 13.20

Abundance #3561: 1-Sec-butyldiaziridine
44
30 71
5000
85
3 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37640: Sydnone, 3-(dimethylamino)-4-[(hydroxyimino)methyl]-
44
5000 114

172

69 142

m/z 43.05 75.29%

12.60 12.80 13.00 13.20

m/z 172.20 74 .85%

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260 280

Abundance
30

5000

m/z--> 20 40

#605: Aziridine, 2,2-dimethyl-
56
71

60 80 100 120 140 160 180 200 220 240 260 280

12.60 12.80 13.00 13.20

m/z 73.00

12.60 12.80 13.00 13.20

73 .10%

SOM-EPA-BNO41

919MA_.M Wed Apr 24 16:54:16 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
= SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknown-08 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.96 14.39 ng/ul 16023 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.01lhexan-3-ol. 4-meth... 154 C10H180 000513-23-5 25
2 Bicvclol3.1.0lhexan-3-o0l. 4-meth... 154 C10H180 000513-23-5 23
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 22
4 Bicvclol2.2.11heptan-2-ol. 1.3.3... 196 C12H2002 076109-40-5 12
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 1000150-99-3 12

Abundance Scan 1696 (12.963 min): BN005187.D (-1693) (-) m/z 95.00 100.00%
%
55
43
5000 121 13
108
|| “ | 12.60 12.80 13.00 13.20
e e e e e e m/z 54.90 77.62%
miz--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #25698: Blcycl0[3.1.0]hexan—3—ol, 4-methyl-1-(1-methylethyl)-
43
55 95
5000
121 12.60 12.80 13.00 13.20
110 m/z 42.90 58.94%
| | I‘ O
||||||||||||i!|||"' | |||||I I!!!'.|||I||||||||||||||!|||||
miz--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #25697: Blcycl0[3.1.0]hexan 3-0l, 4-methyl-1-(1-methylethyl)-
43
55 12.60 12.80 13.00 13.20
5000 93 m/z 93.00 55.71%
81 121
‘ 107
AR AR AR llw' m "L'“lH“w'“kh"w'“'w'“l“'
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- R mam B
% 12.60 12.80 13.00 13.20
m/z 121.10 50.20%
5000 a1 6 4
27 110
.w..nhn.ﬂx.”,“ .”,14.“.”,.”.“..w.”.,”.w.”.,”. SN | E—
miz--> 20 30 40 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown-09 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.07 21.07 ng/ul 23458 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl pentvl 172 C11H240 032357-83-8 33
2 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 28
3 2-Butene. l-methoxv-. (2)- 86 C5H100 010034-16-9 9
4 1-Propene. 3-methoxv-2-methvl- 86 C5H100 022418-49-1 9
5 3-Methoxybut-1-ene 86 C5H100 017351-24-5 9
Abundance Scan 1714 (13.069 min): BN005187.D (-1710) (-) m/z 57.00 100.00%
g7
5000 1 g5
135
12.80 13.00 13.20 13.40
m/z 43.00 98.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37490: Ether, hexyl pentyl
71
5000
85 12.80 13.00 13.20 13.40
56 m/z 41.00 49.82%
101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #45612: Decane, 2,2,7-trimethyl-
g7
12.80 13.00 13.20 13.40
5000 m/z 71.00 45_.73%
43 -
2 | 8 9® ug 127 169
m/z--> 20 30 Jo 50 éo 70 80 90 100 110 120 130 140 150 160 170
Abundance #1775: 2-Butene, 1-methoxy-, (2)-
7 12.80 13.00 13.20 13.40
m/z 85.00 41 .51%
41
27
5000 55
‘ 86
”W”m'”wm”mhﬁ””“”'”MP“W””P“W””'”W””P”W””P”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.80 13.00 13.20 13.40

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:17 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 2-Ethylhexyl mercaptoacetate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.46 32.23 ng/ul 35880 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 53
2 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 50
3 Decane. 4-methvl- 156 C11H24 002847-72-5 47
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 47
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 47

Abundance Scan 1781 (13.463 min): BN0O05187.D (-1776) (-) m/z 57.00 100.00%
g7
43
71
5000
86 112 207 13.20 13.40 13.60 13.80
T T m/z 43.10 70.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58150: 2-Ethylhexyl mercaptoacetate
57
43 &
5000
13.20 13.40 13.60 13.80
29 a3 112 m/z 71.10 52.11%
15 L 97 || 129 145157 172
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45603: Decane, 2,6,7-trimethyl-
57
43 13.20 13.40 13.60 13.80
5000 71 m/z 40.95 51.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27123: Decane, 4-methyl-
43 13.20 13.40 13.60 13.80
57 71 m/z 47.00 33.24%
5000
29 112
I “\ | ‘ 98 | 126 141 156 | A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.16 18.74 ng/ul 20856 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 53
2 Octacosane 394 C28H58 000630-02-4 50
3 Decane. 5-propvl- 184 C13H28 017312-62-8 50
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
Abundance Scan 1900 (14.163 min): BN005187.D (-1895) (-) m/z 56.95 100.00%
57
5000
85
| I | |112133 160 13.80 14.00 14.20 14.40
ey e S B et S m/z 43.00 68 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 NI SUNIUR SR B
13.80 14.00 14.20 14.40
m/z 71.10 65.77%
29 113 14
T LR 169,197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 '
Abundance #155178: Octacosane
57
13.80 14.00 14.20 14.40
5000 g5 m/z 41.00 28.36%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #45547: Decane, 5-propyl- R R REEEE
57 13.80 14.00 14.20 14.40

m/z 85.00 27 .15%

5000 g5
29
112 140
d‘ oy |1 184

I
LIS L O L L L L L L I L L B Y L B Y LB LB | LI L L L L L L L O

m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:18 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknown-10 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .67 26.29 ng/ul 29258 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-D-Galactopvranoside. methvl 194 C7H1406 003396-99-4 14
2 Pentanoic acid. 1.1-dimethvlprop... 172 C10H2002 117421-32-6 12
3 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 12
4 8-Chlorocapric acid 178 C8H15CI102 001795-62-6 10
5 2H-Pyran, 2-[(6-chlorohexyl)oxy]... 220 C11H21Cl02 002009-84-9 10
Abundance Scan 1986 (14.669 min): BN005187.D (-1981) (-) m/z 56.95 100.00%
3 97 73
85
5000 129
115 143
‘ || | ‘|| | | ‘ 14.40 14.60 14.80 15.00
bbb L e M/ZZ 72.95 88.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #52266: .alpha.-D-Galactopyranoside, methyl
60
74
5000
43 14.40 14.60 14.80 15.00
33 m/z 43.00 83.43%
51 85 97,05 116 131 145 143
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #37312: Pentanoic acid, 1,1-dimethylpropy! ester
43 7m 8
R AR SUNIL L B
57 14.40 14.60 14.80 15.00
5000 29 m/z 60.00 71.19%
'”P'”P”'P”W'”W”'W””I””P'”P”'P”W'”W”'W””I}ﬁZ””P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #45597: Decane, 2,3,6-trimethyl- R B
43 57 14.40 14.60 14.80 15.00
- m/z 55.10 62.94%
5000 85
29 ‘ 99 141
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.40 14.60 14.80 15.00

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:18 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknown-11 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14 .86 14.09 ng/ul 15679 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valeric acid. 3.5-dihvdroxyv-2.4-... 144 C7H1203 109717-37-5 17
2 1-Hexanol. 5-methvl-2-(1-methvle... 158 C10H220 002051-33-4 16
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 12
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 12
5 Oxirane, hexyl- 128 C8H160 002984-50-1 10
Abundance Scan 2019 (14.863 min): BN005187.D (-2011) (-) m/z 44.00 100.00%
5000 57
71 e
| || 8|3 9|7 14.60 14.80 15.00 15.20
e 27 "n/z 57.00 50.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19884: Valeric acid, 3,5-dihydroxy-2,4-dimethyl-, .delta....
6 7
5000 41
o8 85 14.60 14.80 15.00 15.20
m/z 41.00 32.26%
98 11 126 145
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28276: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
43 57 7
14.60 14.80 15.00 15.20
5000 85 m/z 71.00 25.42%
97
29 ‘ 127
BT O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46866: 1-Octanol, 2-butyl-
57 14.60 14.80 15.00 15.20
23 m/z 50.90 22.68%
5000 69
85
...,.‘.“..‘,‘a..”.,.‘la .,....,....,1.2§..1‘,19.1.5.‘1,.1§8..,....,.... TR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown-12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.47 101.16 ng/ul 112601 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvixanthine 180 C7H8N402 000611-59-6 38
2 9H-Fluorene. l-methvl- 180 C14H12 001730-37-6 38
3 6-Nitrobenzothiazole 180 C7H4N202S 002942-06-5 35
4 Acetic acid. 2-(2-methoxvphenvl)... 180 C9H12N202 079984-63-7 35
5 Phenazine 180 C12H8N2 000092-82-0 35
Abundance Scan 2122 (15.469 min): BN0O05187.D (-2117) (-%; m/z 180.20 100.00%
180
5000
02w oa 76 8 o 12 15.20 15.40 15.60 15.80
m/z 178.20 65.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43040: 1,7-Dimethylxanthine
180
5000 68 R B UM IR SR
15.20 15.40 15.60 15.80
4> 53 123 m/z 174.20  25.68%
I L| L so 9 111 | 136 Pliez |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42792: 9H-Fluorene, 1-methyl-
165 180
15.20 15.40 15.60 15.80
5000 m/z 160.10 25 .54%
76 89
15 2039 5163 | | 10p15106139 152 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 !
Abundance #43016: 6-Nitrobenzothiazole R e
180 15.20 15.40 15.60 15.80
m/z 162.10 24 .99%
5000
134
63 107 150
30 45 | 74 90 77 122 1 a5 |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Octadecane, l-iodo- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.99 19.76 ng/ul 12673 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 53
2 1-lodoundecane 282 C11H23lI 004282-44-4 50
3 10-MethvlInonadecane 282 C20H42 056862-62-5 45
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 43
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 42
Abundance Scan 2211 (15.992 min): BN005187.D (-2207) (-) m/z 57.00 100.00%
57
43 71 g5
5000
9113 133 LA UNIUSI SRR SR I
| “ | | | | | | 15.60 15.80 16.00 16.20 16.40
e ”“,””,””,“”,””,””,””,”“,”“,””,””,“ m/z 43.05 76.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #151357: Octadecane, 1-iodo-
43 97

15.60 15.80 16.00 16,20 16.40
m/z 71.05  75.59%

5000

99

113127141155169183197211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107007: 1-lodoundecane
43 37
15.60 15.80 16.00 16.20 16.40
0
5000 1 s m/z 85.10 72.80%
29
113 155
15 \‘ WL \ 127141 | 169183197211225 282
P R e e T T T [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107656: 10-Methylnonadecane
57 15.60 15.80 16.00 16.20 16.40
m/z 41.00 50.57%
43 | 71
85
5000
29 | %113 e
S O S i N - A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknown-13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.02 80.24 ng/ul 51453 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo-4-fluorophenol 190 C6H4BrFO 000496-69-5 38
2 Benzene. 1-bromo-2-chloro- 190 C6H4BrcClI 000694-80-4 23
3 5-Methvlbenzo(b)thiophene-2-carb... 192 C10H802S 001505-62-0 18
4 4-Methvlbenzo(b)thiophene-2-carb... 192 C10H802S 001735-13-3 18
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 12
Abundance Scan 2216 (16.022 min): BN005187.D (-2211) (-) m/z 192.20 100.00%
192
5000
174
go 94 160
40 52 64 109 | | 207 15.80 16.00 16.20 16.40
S N | S BT | S m/z 190.10 88.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49421: 2-Bromo-4-fluorophenol
19p
A
5000 R U UL UL B
15.80 16.00 16.20 16.40
m/z 188.10 65.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49417: Benzene, 1-bromo-2-chloro-
192
' 15.80 16.00 16.20 16.40
5000 111 m/z 191.10 45 .44%
75
50
26 38 | 61 ” 85 % || 128140 155 I
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260
Abundance #50094: 5-Methylbenzo(b)thiophene-2-carboxylic acid
192 15.80 16.00 16.20 16.40
m/z 174.10 32.84Y%
5000 147
175
17 28 45 57 69 87 108 19145 | 455 |||
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 160 15';0 2(')0 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
= SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 unknown-14 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.41 38.03 ng/ul 24387 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trichloro-1.3-cvclopentene... 198 C5HCI302 088552-47-0 25
2 Carbamodithioic acid. diethvl-. ... 191 C8H17NS2 019047-77-9 9
3 Cvclopentanethiol. 2-methvl-. cis- 116 C6H12S 001638-94-4 9
4 Butane. 1l-(ethenvlthio)- 116 C6H12S 004789-70-2 9
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 9

Abundance Scan 2282 (16.410 min): BN005187.D (-2277) (-) m/z 57.00 100.00%
57
73
41 116 149
5000
16.00 16.20 16.40 16.60 16.80
SMMMMMN. 22 m/z 54.95 88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55097: 2,2,4-Trichloro-1,3-cyclopentenedione
7
47
5000 3 UL AR IR B
16. oo 16. 20 16. 40 16. 60 16 80
25 m/z 73.00 65.59%
14
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49963: Carbamodithioic acid, diethyl-, propy! ester
116
60 88 16.00 16.20 16.40 16.60 16.80
5000 m/z 149.20 62 .60%
21 44 149
72 191
RS LS AN LA RAREN SEARS SRR BRRLE SRS SRR AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8013: Cyclopentanethiol, 2-methyl-, cis- B WA L
41 55 o7 83 16.00 16.20 16.40 16.60 16.80
m/z 60.00 62 .44%
116
5000 27
15
...l...l....l........]-?:.I-...l.... e e ...M... —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1600 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.78 70.45 ng/ul 45174 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 72
2 Tetracosane 338 C24H50 000646-31-1 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2345 (16.780 min): BN005187.D (-2341) (-) m/z 57.10 100.00%
57
5000 85
A | 13 - 16130 1650 1680 1700
e m/z 43.05 75.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107656: 10-Methylnonadecane
57
85
5000 I LR B SUIL R
16,40 16.60 16.80 17.00
154 m/z 71.05 64 .30%
29 | 113
| - 267
m/z--> 20 40 60 80 1001201501%01802002202402602803603503&0
Abundance #136481: Tetracosane
57
16.40 16.60 16.80 17.00
5000 85 m/z 41.00 39.97%
29 113
J\ I 770, 141 169 197 225 253 281 309 338
m/z--> 2'0 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64571: Pentadecane A B b
57 16.40 16.60 16.80 17.00
m/z 85.00 39.73%
5000 85
29

L | ‘ 113 141 169 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.52 28.30 ng/ul 18145 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 50
2 Heneicosane 296 C21H44 000629-94-7 47
3 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 43
4 Octadecane 254 C18H38 000593-45-3 43
5 Octadecane 254 C18H38 000593-45-3 43

Abundance Scan 2471 (17.521 min): BNO05187.D (-2468) (-) m/z 71.00 100.00%

7

—

5000
191 e S
3 119 081 17.20 17.40 17.60 17.80
m/z 57.05 93.25%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
5000 LI L L L L L L LB B |

17.20 17.40 17.60 17.80
m/z 43.00 69.95%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

?

Abundance #115570: Heneicosane
57
e A RERREEEE R
17.20 17.40 17.60 17.80
5000 m/z 85.00 65.91%
99
26 ] JJ 41 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45626: Nonane, 5-methyl-5-propyl- Ao o
71 17.20 17.40 17.60 17.80
m/z 83.00 41.64%
5000
127
29
T 1 11 T [ e T T T T )
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 unknown-15 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.65 18.52 ng/ul 11878 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6-Dihvdrochryvsene 230 C18H14 002091-92-1 49
2 Naphthalene. 2-stvrvl- 230 C18H14 002039-70-5 43
3 Naphthacene. 5.12-dihvdro- 230 C18H14 000959-02-4 43
4 Benzoic acid. 4-(3.5-dimethvl-1-_... 230 C13H14N202 312531-87-6 38
5 Thiazolidin-2-one, 3-(1-naphthyl)- 229 C13H11NOS 100727-14-8 35

Abundance Scan 2493 (17.651 min): BN005187.D (-2489) (-) m/z 230.10 100.00%

5000

17.40 17.60 17.80 18.00
m/z 229.00 53.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #76479: 5,6-Dihydrochrysene
230
5000 LINLINL UL L L LN L LI LI
17.40 17.60 17.80 18.00
114 215 m/z 69.20 50.37%
75
R o e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76484: Naphthalene, 2-styryl-
230
17.40 17.60 17.80 18.00
5000 m/z 215.10 35.43%
114 215
w7 || Petemw ] ||
R R e EmaRmEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76486: Naphthacene, 5,12-dihydro- e e
229 17.40 17.60 17.80 18.00
m/z 96.80 33.14%
5000
114
101 215
27 30 51 63 75 88 | | 156139150 163 176 189 202 | $\
e B L B e N I EAEREREe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 4013.63 ng/ul 2573740 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2539 (17.921 min): BN005187.D (-2532) (-) m/z 73.00 100.00%
43 60 78
5000 129
8 115 157 213 U DL SO IR BN
8 143 PTITL185 199 | 5py 256 17.60 17.80 18.00 18.20
e m/z 43.05 88.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 78
5000 29 256
17.60 17.80 18.00 18.20
213 m/z 60.00 85.33%
L, 143197171185 149
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 17.60 17.80 18.00 18.20
5000 3 m/z 57.05 77.60%
129
1L H 17 98 5 1" 143167 171185 190 213207200 2‘?6
m/z--> 25 45 ' 80 160 150 150 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid B e AT
43 g9 73 17. 60 17. 80 18. oo 18 20
m/z 41.00 71.43%
5000 29
129
85 256
Ll \“H‘ BT il | 14315”711851992}3227239 |
m/z--> 2'0 4'0 ' 80 100 12'0 14'10 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.22 100.24 ng/ul 64279 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 74
2 Tetratriacontane 479 C34H70 014167-59-0 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Hexadecane 226 Cl16H34 000544-76-3 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2590 (18.221 min): BN005187.D (-2584) (-) m/z 57.05 100.00%
g7
5000 Jk\
e e e
18.00 18.20 18.40 18.60
m/z 43.10 69.71%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85
18.00 18.20 18.40 18.60
m/z 71.05 60.75%
2 113 141
oL L 7, 41 169 197 225 253 281 309 337 380
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
18.00 18.20 18.40 18.60
5000 85 m/z 85.00 45.69%
29 113
J‘\J 1)y, 141 169 197 225 253 281 311337 367 410435
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #82607: Heptadecane e A AL R
57 18.00 18.20 18.40 18.60
m/z 55.05 32.76%
5000 85
29
‘ |18 141 169 195 240
m'z--> 0 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 unknown-16 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.59 36.08 ng/ul 23138 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 10
2 1-Piperazinamine. 4-methvl-. dih... 115 C5H13N3 065208-15-3 10
3 n-Decanoic acid 172 C10H2002 000334-48-5 9
4 Pentadecanoic acid 242 C15H3002 001002-84-2 9
5 Fructose 180 C6H1206 000057-48-7 9
Abundance Scan 2653 (18.592 min): BN005187.D (-2649) (-) m/z 43.10 100.00%
60
84
5000 207
147 1711gs 282 D
h | || 18.20 18.40 18.60 18.80 19.00
LI m/z 60.00 97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
7B
5000 29
129 18.20 18.40 18.60 18.80 19.00
87 185 m/z 55.00 96.79%
011° | 1435171 | g 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7530: 1-Piperazinamine, 4-methyl-, dihydrochloride, monoh...
36
5 18120 18.40 18.60 18.80 19.00
5000 99 115 m/z 57.10 70.99%
s )
HMPUJ,HHHHMW.HW.”:P.”..”,”...”..”...”..”,”.w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37190: n-Decanoic acid B B e e
60 18.20 18.40 18.60 18.80 19.00
41 m/z 84.00 54 _.69%
5000 2
129
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 1860 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.86 93.29 ng/ul 59823 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2699 (18.863 min): BN005187.D (-2695) (-) m/z 57.00 100.00%

57
43

71

5000

18.60 18.80 19.00 19.20
m/z 43.00 76.73%

178 193 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane

43 37

5000
18.60 18.80 19.00 19.20

m/z 71.10 66 .84%

99113127141 1551690

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107655: Eicosane
57

71
43 85 18.60 18.80 19.00 19.20
5000 m/z 85.05 42 _59Y%

9113
%9 ‘ M I ﬂ | 127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107653: Eicosane

43 57 18.60 18.80 19.00 19.20

71 m/z 40.95 29.83%
5000 85
29
“ | “ [ %91}3127141155169183197211225239253267282 e

UM S N i 21 s m o A SHES A et

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1860 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

042219\

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 4

Peak Number 30 Harmine

R.T. EstConc Area Relative to ISTD R.T.
19.02 252.07 ng/ul 161640 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Harmine 212 C13H12N20 000442-51-3 72
2 Harmine. ethenvl(ester) 212 C14H1202 074797-84-5 59
3 IN1.1"-Biphenvl1-4.4"-diamine. 3.... 212 C14H16N2 000119-93-7 59
4 9H-Pvrido(3.4-bYindole. 6-methox... 212 C13H12N20 003589-72-8 59
5 2,3-Phenazinediol 212 C12H8N202 019220-18-9 59

Abundance Scan 2726 (19.021 min): BN0O05187.D (-2722) (-) m/z 212.10 100.00%
212
5000
7g 92 106 180 18.80 19.00 19.20 19.40
Ol 88 D Ll 19132 190 170187 194 Al | m/z 213.10 17.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

18.80 19.00 19.20 19.40

5000

169

Abundance #64212: Harmine

212

5000 169
197
106
44 63 84 o5 127 140 153 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64381: Harmine, ethenyl(ester)

212

m/z 208.05

16.40%

18.80 19.00 19.20 19.40

m/z 106.00

11.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #64462: [1,1'-Biphenyl]-4,4'-diamine, 3,3"-dimethy!- R e

212 18.80 19.00 19.20 19.40
m/z 211.10 11.00%

5000
106 180 196
28 39 51 63 77 90 | 117 130141152 168180 1¢
L e e e T mae o L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.06 175.79 ng/ul 112728 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
3 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 90
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 90
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 89

Abundance Scan 2733 (19.063 min): BN005187.D (-2730) (-) m/z 67.00 100.00%

67

5000

18.80 19.00 19.20 19.40
m/z 81.05 89.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106288: 9,12-Octadecadienoic acid (Z,2)-
67

5000

18.80 19.00 19.20 19.40
m/z 55.00 70.21%

123
151 182199 222 256 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67
B REEEE R
95 18.80 19.00 19.20 19.40
5000 a1 m/z 41.05 55.83%
280
ECTRN N ..,..u.,..’..l.... 20160 106 203 202”1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138048: 2-Chloroethy! linoleate B ERAEREEE B
67 18.80 19.00 19.20 19.40

m/z 95.10 45.61%

5000

41 I’h

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 80 19. 00 19. 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 Cyclopentadecanone, 2-hydroxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.09 213.29 ng/ul 136772 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 80
2 9-Octadecenoic acid. (BE)- 282 C18H3402 000112-79-8 78
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 64
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 58
5 1-Decene 140 C10H20 000872-05-9 53

Abundance Scan 2738 (19.092 min): BN005187.D (-2735) (-) m/z 69.00 100.00%
41 69
55 97
5000
114 138 166 264 EERAR RRARARAA
191 508222 283 18.80 19.00 19.20 19.40
e m/z 41.05 92 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82445: Cyclopentadecanone, 2-hydroxy-
41
69
83
18.80 19.00 19.20 19.40
124138 m/z 55.00 67 .56%
. 15216618019450g222 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107527: 9-Octadecenoic acid, (E)-
55 69
41 83 | 18:80 19.00 19.20 19.40
5000 m/z 97.05 65.88%
112
i 187 152166180 507222 p4
LAy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)- S e
41 55 18.80 19.00 19.20 19.40
69 m/z 43.00 60.74%
83
5000 o7
264
2 14 137 180 222
|l 151166180194908%2% 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.22 273.22 ng/ul 1364620 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2760 (19.221 min): BN0O05187.D (-2754) (-) m/z 43.00 100.00%

43

5000
19.00 19.20 19.40 19.60
RARRERE LAY m/z 73.00 92 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid

43

5000
19.00 19.20 19.40 19.60

m/z 57.00 90.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid
43 73

19.00 19.20 19.40 19.60
5000 29 m/z 59.95 85.14%

5 2
| |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid

43 19.00 19.20 19.40 19.60
73 284 m/z 55.00 80.49%
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.27 47 .47 ng/ul 237100 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 64
2 3.3"-Biphenvidiol. 4.4"-diamino- 216 C12H12N202 002373-98-0 64
3 1.3-Dihvdro-5.6-dimethvl-1-(2-pr... 216 C12H12N2S 080276-22-8 59
4 3.3"-Diamino-4.4"-biphenvidiol 216 C12H12N202 004194-40-5 59
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 59
Abundance Scan 2768 (19.268 min): BN005187.D (-2767) (-) m/z 216.10 100.00%
216
5000
108 170 SRS VNI BN B
41 57 72 gg 129,45 184 282 19.00 19.20 19.40 19.60

m/z 217.05 26 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #67028: Pyrene, 1-methyl-
216
5000 ||M||||||||||||||||||||
19.00 19.20 19.40 19.60
108 m/z 108.00 22 .25%

39 63 8194 | 122 150163
UM
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #66656: 3,3'-Biphenyldiol, 4,4'-diamino-
216
19.00 19.20 19.40 19.60
5000 m/z 170.05 18.43%
108 187
28 51 71 93 | 126143157171 | 201
B R RR AR A B w e a e e e e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66705: 1,3-Dihydro-5,6-dimethyl-1-(2-propynyl)-2H-benzimi... R . B B
216 19. 00 19. 20 19. 40 19 60
m/z 214.00 12_.36%
5000
201
183
39 57 77 91 108 130 1?8 o]
e e e e e e e R RRRN R L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 unknown-17 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
19.49 14.16 ng/ul 70740 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 43
2 Chloroacetic acid. 2-pentadecvl ... 304 C17H33CI02 1000280-08-7 43
3 n-Dodecvl acetate 228 C14H2802 000112-66-3 38
4 Acetic acid. decvl ester 200 C12H2402 000112-17-4 38
5 Cyclohexadecane 224 C16H32 000295-65-8 35
Abundance Scan 2806 (19.492 min): BN005187.D (-2802) (-) 83.10 100.00%

43 207
5000
137 165 282 341

| || I | 1920 1940 1960 19.80
T -- ey m/z 97.00 78.40%

m/z--> 150 200 250 300
Abundance #100813: 1-Octadecanol
43 8,
1
6

5000 11 LA L L L L LB
19. 20 19. 40 19. 60 19. 80
Q m/z 111.05 69.64%
139
TR T TN I I
m/z--> 50 100 150 200 250 300
Abundance #119686: Chloroacetic acid, 2-pentadecy! ester
43
19.20 19.40 19.60 19.80
5000 m/z 69.90 58.20%
210
..Zial.x ..m.“?g.16.8..,1\...,....,....,
m/z--> 150 200 250 300
Abundance #75068: n-Dodecy! acetate R R LM e &
43 19.20 19.40 19.60 19.80
m/z 125.00 57.73%
5000 69
} 97
504 ‘M He e e
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 36 unknown-18

Conce

ntration Rank 45

Relative to ISTD R.T.

R.T. EstConc Area
19.95 3.64 ng/ul 18185
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Heptafluorobutanoic acid. heptad...
2 Pentafluoropropionic acid. hepta...
3 1-Octadecanol

4 Trifluoroacetic acid. n-octadecv...
5 17-Pentatriacontene

452 C21H35F702
402 C20H35F502
270 C18H380
366 C20H37F302
491 C35H70

1000282-97-3 46
1000283-04-2 43
000112-92-5 43
079392-43-1 43
006971-40-0 38

Abundance

83
5000
111 129

Scan 2884 (19.951 min): BN005187.D (-2882) (-)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 55.00 100.00%

267

19.60 19.80 20.00 20.20

Abundance
57

43
83

5000

29 12

5
139154169 146210

#164553: Heptafluorobutanoic acid, heptadecyl ester

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 43.00 79.97%

T I I T
19.60 19.80 20.00 20.20

238 265 283

Abundance
57

5000

125
139
L 154168182196210

#156888: Pentafluoropropionic acid, heptadecy! ester

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.05 71.76%

19.60 19.80 20.00 20.20

238 283

Abundance #100813: 1-Octadecanol

43 57 83
97

5000
29

m/z--> 20 40 6

125

139153 168182106910224 252
80 100 120 140 160 180 200 220 240 260 280

m/z 83.00 64 .65%

19.60 19.80 20.00 20.20

m/z 97.00 49_38%

19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.99 25.73 ng/ul 128510 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2891 (19.992 min): BN005187.D (-2888) (-) m/z 57.05 100.00%

5
43 | 71
5000

99113 19.60 19.80 20.00 20.20 20.40

m/z 71.10 66 .43%

141155169183 209 267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107653: Eicosane
43 57
71
5000 85 LA L L L L L L L L LB
29 19 60 19. 80 20 00 20 20 20. 40
% m/z 43.10 61.63%
| I gy, 127141155160183197  225239253267282
rrr e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107655: Eicosane
57
71 L e
43 85 19.60 19.80 20.00 20.20 20.40
5000 m/z 85.05 41.08%
99
29 127
D | | | | 197141155160183107 225239953 282
R S L R e T AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73966: Hexadecane AR e L s s
43 57 71 19.60 19.80 20.00 20.20 20.40

m/z 41.00 24 .40%

5000 85

é

29
127 226
13 | |- H‘ i \141155169183197 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 60 19. 80 20 00 20 20 20. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 unknown-19 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
20.43 6.56 ng/ul 32784 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 38
2 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 35
3 Acetic acid. butvl ester 116 C6H1202 000123-86-4 32
4 Octanoic acid. hexvl ester 228 C14H2802 001117-55-1 28
5 Octadecanoic acid 284 C18H3602 000057-11-4 25
Abundance Scan 2965 (20.427 min): BN005187.D (-2963) (-) m/z 56.00 100.00%
6
5000
163 285 O B MGLI
3 129 185 207 2% 265 341 20.'20 20.'40 20.|60 20.'80
m/z 43.00 60.80%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 RN DU SN SR
29 23 20.20 20.40 20.60 20.80
0
| o 129 - 257285 m/z 73.00 32.73%
L I b ooy | 157 195 213 241 U7 | 313 340
m/z--> 55 160 1éo 260 2%0 360 '
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56
" 2020 20.40 20.60 20.80
5000 m/z 61.00 31.91%
73
O . —
m/z--> 50 100 150 200 250 300
Abundance #7884: Acetic acid, butyl ester
43 20.20 20.40 20.60 20.80
m/z 41.00 28.33%
5000
73
15 \{ L 101
m/z--> 55 160 1éo 200 250 360 ' 20&0 2020 20%0 2d80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.50 53.58 ng/ul 267588 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2977 (20.498 min): BN0O05187.D (-2969) (-) m/z 57.00 100.00%
57
5000 85 //\
\ ”””””””””
113 20.20 20.40 20.60 20.80
141
AN S IO 258 28 3 m/z 43.00  64.79%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 a5
20.20 20.40 20.60 20.80
29 m/z 71.05 56.92%
113
] | 7o, 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
k II|IIIIIIIIIIII|IIII
20.20 20.40 20.60 20.80
5000 85 m/z 85.05 45_22%
113
3 l LA 00 107 P g7 04 393 32
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane . . Bl
57 20,20 20.40 20.60 20.80
m/z 55.05 24 .79%
5000 85
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394 A

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

20 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 (DEL) Alkane: Cyclic20.96 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.96 591.63 ng/ul 2954970 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl102 086711-81-1 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 3056 (20.962 min): BN005187.D (-3050) (-) m/z 57.05 100.00%
57
83
5000
111
3 l 139 20.60 20.80 21.00 21.20
b L7 169 196 223 240267 355 7o 43 05  80.97%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
g5
83
20.60 20.80 21.00 21.20
29 111 m/z 55.00 72.02%
J W—J 1 l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
g5
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 60.88%
29
125
LA 78§ ) 188 e 308
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
43 20.60 20.80 21.00 21.20
69 m/z 97.05 52.74%
97
5000
’ 121
..“.m,‘ 1J \H‘ ‘h \JH JL 181 2|2‘}|2?0||||297|||||| EEEEEE e R
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

SOM-EPA-BNO41919MA_M Wed Apr 24 16:54:34 2019 Page: 41



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.41 109.31 ng/ul 545938 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 3132 (21.410 min): BN0O05187.D (-3128) (-) m/z 57.00 100.00%
57
5000 85 Lu
1mm1 mmmmmmmmmm
S LT e18s 21n 290 281309 355 M15 %4376 65. 350

1 T 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57

21.00 21.20 21.40 21.60 21.80
m/z 71.05 61.67%

113
il d 141,169 197 239 267 204 323 352
ety ..,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
21.00 21.20 21.40 21.60 21.80

5000 o m/z 85.10 43.86%
29
1L M8 141 169 197 225 253 281 309 337 365 394
e A O R R —
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane T T T T
57 21.00 21.20 21.40 21.60 21.80

m/z 55.00 24 .59%

5000 85
29 113 141
10| ) 177,141 169 197 225 253 281 309 337 380

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.84 148.11 ng/ul 739759 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Eicosane 282 C20H42 000112-95-8 95
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3205 (21.839 min): BN005187.D (-3202) (-) m/z 57.05 100.00%

5000

21.60 21.80 22.00 22.20
m/z 43.05 63.99%

141 169 209 253

295

m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 LIRS
21 60 21. 80 22. OO 22 20
m/z 71.00 59.40%
29 ]113 141 169 197 225 253 282
b T R 197 225 o882
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
ARABRRDEEEE RS
21.60 21.80 22.00 22.20
5000 m/z 85.05 45.93%
85
29
Jl‘ | ) M8 141 169 197 225 253 282
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane e ERRRRaTEaes s
57 21.60 21.80 22.00 22.20
m/z 55.05 23.93%
5000 85
29 113 141
10| ) 177,141 169 197 225 253 281 309 337 380
e LA e e e R ma B R
m/z--> 50 100 150 200 250 300 350 400 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

22.30 16.38 ng/ul 701292 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90

Abundance Scan 3283 (22.298 min): BN005187.D (-3280) (-) m/z 57.10 100.00%

g7
5000 85

22.00 22.20 22.40 22.60

113
I 141 169 197
N I e 0, 239 269203 8% m/z 43.00 60.34%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 TT TTTT LR B TT T T
22. 00 22. 20 22. 40 22. 60
- m/z 71.10 59.02%
| T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.05 45 .29%
2 113 210
| l L7714 169 7 239 266 309
e B o T T
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane N S L L L B B
57 22.00 22.20 22.40 22.60
m/z 55.00 23.80%
5000
85
29

RNy 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 22. 00 22. 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

22.80 18.64 ng/ul 797936 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3368 (22.798 min): BN005187.D (-3365) (-) m/z 57.00 100.00%

113 22.40 22.60 22.80 23.00 23.20
J 141 169 20 252 281
.?.,....,!R% e ....,f??.??? .ﬁ?%?%q m/z 71.05 66.28%

57
5000 85
i ||

T

m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane

5|7

22.40 22.60 22.80 23.00 23.20
29 m/z 43.05 60.53%
[ Ll Lt 141 160 107 295 254
L e o e e L A L o e o o e e B N o

m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane

57

T T T T

22.40 22.60 22.80 23.00 23.20

5000 85 m/z 85.10 43.84%
118 14
29 | | | |]7,141 169 197 225 253 281 309 337 365 393 422
e R e e L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-0Cty|— N L B N B B B
57 22.40 22.60 22.80 23.00 23.20
m/z 55.00 23.09%
113 239
| ‘ |77 141 169 197 VY 267 294 323 352
L R e B e e T
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
24 .00 19.15 ng/ul 819876 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Docosane 310 C22H46 000629-97-0 90
3 Nonacosane 408 C29H60 000630-03-5 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 3572 (23.998 min): BN005187.D (-3567) (-) m/z 57.05 100.00%
57
5000 T /‘-—/\/\\.%
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
113 23.60 23.80 24.00 24.20 24.40
141 169
AL 169107 230 281308 342 dor 475 | 7705 60.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57
23.60 23.80 24.00 24.20 24.40
29 m/z 43.05 55.27%
) (18 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123095: Docosane
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.05 48.84%
290 | || /M3 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 23.16%
29| | | | M3 141160 197 25 253 281 300 337 365 408
m/z--> 50 100 150 200 250 300 350 400 450 23160 23.80 24.00 24.20 24.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

4
BN
22
Ju
K2

23

Library Search Compound Report

:\SVOASRV\HPCHEMI\BNA N\DATA\BN042219\

005187.D

Apr 2019 22:44
/SJ

455-13

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 46 1-Hexacosanol

Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
24 .07 12.68 ng/ul 542917 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexacosanol
2 1-Triacontanol
3 17-Pentatriacontene

4 1-Tricosene

5 17-Pentatriacontene

382 C26H540
438 C30H620
491 C35H70
322 C23H46
491 C35H70

000506-52-5 91
000593-50-0 91
006971-40-0 90
018835-32-0 87
006971-40-0 87

Abundance

5000

57

83

Scan 3584 (24.068 min): BN005187.D (-3580) (-)

111

1 lllﬁ? 167 207 251283 341 401

m/z--> 0 50

100 150 200 250 300 350 400 450

Abundance #152039: 1-Hexacosanol
5|7 83
5000 111
29
| J ﬂ67195223 266 308336364
—4 ,....“...,..” N A B o B o o o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #163013: 1-Triacontanol
57
97
5000
29

il
T

m/z--> 0 50

125
| lJnk }31299237265 308 336 364 392 420

IIIIIIIII“ IIIIIIIIIIIIIIIIIIIIIIIIII

100 150 200 250 300 350 400 450

Abundance

5000

29

57

#168065: 17-Pentatriacontene

97

125
153
|, JJ,L }%1?09236267292320348376406434462490

m/z 57.00 100.00%

23.80 24.00 24.20 24.40

m/z 43.05 81.05%

r

23. 80 24. 00 24. 20 24 40

m/z 55.00 80.80%

%

23.80 24.00 24.20 24.40

m/z 83.05 75.01%

%

23.80 24.00 24.20 24.40

m/z 97.10 67.41%

5

m/z--> 0 50

100 150 200 250 300 350 400 450

23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN042219\
Data File : BN0O05187.D

Aca On : 22 Apr 2019 22:44

Operator : JU/SJ

Sample : K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
24.73 15.69 ng/ul 671959 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Docosane 310 C22H46 000629-97-0 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 3697 (24.733 min): BN005187.D (-3691) (-) m/z 57.05 100.00%
sl
113 207 24.40 24.60 24.80 25.00
141 281
—_— ,l. . J“, L2 1 289 9t 27367 | m/z 71.05 60.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 NUABVARLUNVA A
85 24,40 24.60 24.80 25.00
s m/z 43.05 59.82%
201411y 11$1‘169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #123095: Docosane
57
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 48.16%
290 || /M1 141 160 197 225 253 281 310
m/z--> 50 160 1%0 260 250 300 350 400 '
Abundance #115570: Heneicosane TR T TR
57 24.40 24.60 24.80 25.00
m/z 55.00 23.14%
85
- WVJ\'\AW\
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 50 160 150 200 250 300 350 400 ' 24,40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN042219\
Data File : BN0O05187.D

Acq On 22 Apr 2019 22:44

Operator : JU/SJ

Sample - K2455-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2-bromo-... 4.00 7.2 ng/ul 26220 1 7.59 72678 20.0
unknown-01 4.79 3.9 ng/ul 13982 1 7.59 72678 20.0
unknown-02 4.86 5.5 ng/ul 19930 1 7.59 72678 20.0
unknown-03 5.73 8.2 ng/ul 29811 1 7.59 72678 20.0
unknown-04 6.28 3.5 ng/ul 12678 1 7.59 72678 20.0
unknown-05 6.60 4.9 ng/ul 17726 1 7.59 72678 20.0
1-Pentanol, 2-eth... 7.67 20.0 ng/ul 72678 1 7.59 72678 20.0
unknown-06 8.92 3.5 ng/ul 12762 1 7.59 72678 20.0
unknown-07 12.85 10.7 ng/ul 11887 3 14.23 22262 20.0
unknown-08 12.96 14.4 ng/ul 16023 3 14.23 22262 20.0
unknown-09 13.07 21.1 ng/ul 23458 3 14.23 22262 20.0
2-Ethylhexyl merc... 13.46 32.2 ng/ul 35880 3 14.23 22262 20.0
(DEL) Alkane: Str... 14.16 18.7 ng/ul 20856 3 14.23 22262 20.0
unknown-10 14.67 26.3 ng/ul 29258 3 14.23 22262 20.0
unknown-11 14.86 14.1 ng/ul 15679 3 14.23 22262 20.0
unknown-12 15.47 101.2 ng/ul 112601 3 14.23 22262 20.0
Octadecane, 1-i1odo- 15.99 19.8 ng/ul 12673 4 16.99 12825 20.0
unknown-13 16.02 80.2 ng/ul 51453 4 16.99 12825 20.0
unknown-14 16.41 38.0 ng/ul 24387 4 16.99 12825 20.0
(DEL) Alkane: Str... 16.78 70.5 ng/ul 45174 4 16.99 12825 20.0
(DEL) Alkane: Str... 17.52 28.3 ng/ul 18145 4 16.99 12825 20.0
unknown-15 17 .65 18.5 ng/ul 11878 4 16.99 12825 20.0
n-Hexadecanoic acid 17.92 4013.6 ng/ul 2573740 4 16.99 12825 20.0
(DEL) Alkane: Str... 18.22 100.2 ng/ul 64279 4 16.99 12825 20.0
unknown-16 18.59 36.1 ng/ul 23138 4 16.99 12825 20.0
(DEL) Alkane: Str... 18.86 93.3 ng/ul 59823 4 16.99 12825 20.0
Harmine 19.02 252.1 ng/ul 161640 4 16.99 12825 20.0
9,12-Octadecadien... 19.06 175.8 ng/ul 112728 4 16.99 12825 20.0
Cyclopentadecanon... 19.09 213.3 ng/ul 136772 4 16.99 12825 20.0
Octadecanoic acid 19.22 273.2 ng/ul 1364620 5 21.20 99892 20.0
Pyrene, l-methyl- 19.27 47.5 ng/ul 237100 5 21.20 99892 20.0
unknown-17 19.49 14.2 ng/ul 70740 5 21.20 99892 20.0
unknown-18 19.95 3.6 ng/ul 18185 5 21.20 99892 20.0
(DEL) Alkane: Str... 19.99 25.7 ng/ul 128510 5 21.20 99892 20.0
unknown-19 20.43 6.6 ng/ul 32784 5 21.20 99892 20.0
(DEL) Alkane: Str... 20.50 53.6 ng/ul 267588 5 21.20 99892 20.0
(DEL) Alkane: Cyc... 20.96 591.6 ng/ul 2954970 5 21.20 99892 20.0
(DEL) Alkane: Str... 21.41 109.3 ng/ul 545938 5 21.20 99892 20.0
(DEL) Alkane: Str... 21.84 148.1 ng/ul 739759 5 21.20 99892 20.0
(DEL) Alkane: Str... 22.30 16.4 ng/ul 701292 6 23.40 856275 20.0
(DEL) Alkane: Str... 22.80 18.6 ng/ul 797936 6 23.40 856275 20.0
(DEL) Alkane: Str... 24.00 19.1 ng/ul 819876 6 23.40 856275 20.0
1-Hexacosanol 24_07 12.7 ng/ul 542917 6 23.40 856275 20.0
(DEL) Alkane: Str... 24.73 15.7 ng/ul 671959 6 23.40 856275 20.0
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