LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 3.217 35 39 45 rBV 50087 64778 0.93% 0.084%
2 6.775 637 644 656 rBV 971198 1643322 23.67% 2.130%
3 6.940 666 672 684 rVB 651693 1054470 15.19% 1.367%
4 7.128 697 704 713 rBV 959421 1520044 21.89% 1.970%
5 7.587 776 782 790 rBV 986048 1628235 23.45% 2.111%
6 7.658 790 794 801 rvB4 19787 30185 0.43% 0.039%
7 8.293 895 902 913 rBVY 1188396 1981620 28.54% 2.569%
8 8.734 969 977 990 rBV 894248 1510755 21.76% 1.958%
9 9.169 1046 1051 1056 rVB3 26099 39755 0.57% 0.052%
10 9.446 1091 1098 1110 rBV 795990 1343509 19.35% 1.742%

11 9.981 1181 1189 1209 rBV 1155083 2112388 30.42% 2.738%
12 10.352 1243 1252 1259 rBV 1366657 2330116 33.56% 3.020%
13 10.487 1268 1275 1296 rBV 1184570 2292156 33.01% 2.971%
14 11.410 1423 1432 1450 rBV 180472 491171 7.07% 0.637%

15 11.893 1506 1514 1520 rVV 32523 63176 0.91% 0.082%
16 11.952 1520 1524 1531 rVB3 14756 30595 0.44% 0.040%
17 12.822 1668 1672 1679 rBV6 4988 9249 0.13% 0.012%
18 13.063 1708 1713 1717 rBvV4 6891 9351 0.13% 0.012%
19 13.128 1719 1724 1728 rBV4 26179 40525 0.58% 0.053%

20 13.640 1805 1811 1816 rBV 2591842 3647852 52.54% 4._.729%

21 13.687 1816 1819 1832 rVB 716336 938164 13.51% 1.216%
22 13.910 1849 1857 1869 rBV 2460313 3804017 54.79% 4_.931%
23 14.146 1893 1897 1903 rVB6 16683 23163 0.33% 0.030%
24 14.222 1903 1910 1922 rBV2 1919656 2983629 42.97% 3.868%
25 14.445 1941 1948 1969 rBV 704224 1517737 21.86% 1.967%

26 14.669 1981 1986 1989 rVB6 6305 10091 0.15% 0.013%
27 14.987 2034 2040 2045 rVv3 12640 23285 0.34% 0.030%
28 15.045 2045 2050 2054 rvv4 10132 17171 0.25% 0.022%
29 15.104 2056 2060 2064 rVB3 15278 16314 0.23% 0.021%

30 15.222 2073 2080 2097 rBV 3432361 5051998 72.76% 6.549%

31 15.357 2097 2103 2115 rVV 655936 1055681 15.20% 1.368%
32 15.463 2117 2121 2125 rVB2 46156 60891 0.88% 0.079%
33 15.598 2142 2144 2149 rVB4 6599 8773 0.13% 0.011%
34 15.934 2194 2201 2205 rBV2 66932 123222 1.77% 0.160%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 16.004 2209 2213 2222 rVB10 20171 44948 0.65% 0.058%
36 16.140 2232 2236 2240 rBV6 12273 17208 0.25% 0.022%
37 16.192 2241 2245 2249 rVV6 9114 14400 0.21% 0.019%
38 16.322 2263 2267 2269 rBV3 5545 7653 0.11% 0.010%
39 16.528 2300 2302 2304 rBV2 7566 8012 0.12% 0.010%
40 16.657 2320 2324 2328 rVB7 12868 17619 0.25% 0.023%
41 16.722 2331 2335 2338 rVV6 6424 12380 0.18% 0.016%
42 16.763 2338 2342 2348 rVV3 26263 45079 0.65% 0.058%
43 16.810 2348 2350 2355 rVB5 9057 13147 0.19% 0.017%
44 16.922 2362 2369 2372 rBV6 9536 17679 0.25% 0.023%

45 16.981 2372 2379 2387 rBV 2331088 3408835 49.10% 4._.419%

46 17.075 2389 2395 2409 rVB 3874370 5836482 84.06% 7.566%

47 17.375 2441 2446 2448 rBV5 10466 17189 0.25% 0.022%
48 17.498 2464 2467 2472 rBV5 13082 17953 0.26% 0.023%
49 17.675 2493 2497 2502 rVBS8 8897 13113 0.19% 0.017%
50 17.781 2508 2515 2519 rBVS8 9295 18093 0.26% 0.023%
51 17.845 2521 2526 2527 rBV4 9926 13674 0.20% 0.018%
52 17.898 2530 2535 2552 rBV2 593063 1075165 15.48% 1.394%
53 18.198 2582 2586 2587 rBvV4 21072 25358 0.37% 0.033%
54 18.492 2633 2636 2639 rVB5 12749 12866 0.19% 0.017%
55 18.663 2662 2665 2670 rBV7 8735 15812 0.23% 0.020%
56 18.751 2677 2680 2684 rBV4 16856 25995 0.37% 0.034%
57 18.845 2689 2696 2702 rBvV4 31487 58758 0.85% 0.076%
58 18.951 2712 2714 2720 rVB7 12315 15102 0.22% 0.020%
59 19.022 2722 2726 2729 rBV 45531 69440 1.00% 0.090%
60 19.075 2733 2735 2738 rVB4 22320 20959 0.30% 0.027%
61 19.198 2751 2756 2765 rBV 267956 505203 7.28% 0.655%
62 19.275 2766 2769 2773 rVB2 55588 73697 1.06% 0.096%
63 19.392 2782 2789 2799 rBV 4713082 6943291 100.00% 9.000%
64 19.969 2884 2887 2890 rBV2 39701 42687 0.61% 0.055%
65 20.175 2918 2922 2926 rVB5 71355 95531 1.38% 0.124%
66 20.475 2970 2973 2977 rVB2 52750 62604 0.90% 0.081%

67 20.933 3047 3051 3059 rBvV 450649 736110 10.60% 0.954%
68 21.204 3092 3097 3112 rBV 2539889 3629760 52.28% 4_.705%
69 21.386 3124 3128 3133 rBV 134493 160997 2.32% 0.209%
70 21.816 3198 3201 3212 rVB 208317 281295 4._05% 0.365%

71 22.269 3274 3278 3285 rBV 270940 364344 5.25% 0.472%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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
Title

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

72 22.769 3359 3363 3367 rVB 340792 461516 6.65% 0.598%
73 22.933 3386 3391 3397 rVB 659915 934950 13.47% 1.212%
74 23.269 3441 3448 3454 rBV 3442647 6321156 91.04% 8.194%
75 23.322 3454 3457 3463 rVB 340870 506506 7.29% 0.657%

76 23.404 3464 3471 3481 rVB 1728087 3268956 47.08% 4.237%
77 23.945 3558 3563 3570 rVB 354120 638212 9.19% 0.827%
78 24.086 3581 3587 3601 rVB 942820 1996549 28.76% 2.588%
79 24.669 3681 3686 3694 rVB2 229417 482042 6.94% 0.625%
80 25.586 3836 3842 3860 rVB2 454335 1320240 19.01% 1.711%

Sum of corrected areas: 77145953
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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: BN005479.D

4000000
3000000

2000000

10.35
8.29 0.98 0.49
6.78 7.13 7.59 8.73

1000000 :
6.4 9.45
o 322 66 9.17 }\ 1141

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BN005479.D
19.39
4000000 17.07
15.22
3000000
1364301 1648
2000000
1000000

17.90

19.2 .
12.8PBDE3 14.115 4.6 15e80) 115146 $01803 71 HEEAEIO P IILHAQI&ZQ&_M : 19.89.120.4

04 ~ J N\ ) A e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN005479.D

4000000 2397
3000000 21.20

23.40
2000000

1000000 » 272-93 il
20.93 22.27 . ] .
e R e Lot ot B S T T St E A R R
Time--> 21.00 2150 22.00 2250 23.00 2350 2400 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 1 Resorcinol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.41 4.22 ng/ul 491171 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 94
2 Resorcinol 110 C6H602 000108-46-3 91
3 Resorcinol 110 C6H602 000108-46-3 91
4 Resorcinol 110 C6H602 000108-46-3 90
5 1,3-Benzenediol, 4,4"-thiobis- 250 C12H1004S 000097-29-0 90
Abundance Scan 1432 (11.410 min): BN0O05479.D (-1423) (-) m/z 110.00 100.00%
110
5000 j\\“N_
39 53 81 llllllllllllllllll
69 o5 20 1100 11:20 11,40 11.60 11.80

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5614: Resorcinol
110

5000 ||||||||||||||||||
11. OO 11. 20 11. 40 11. 60 11. 80
82 m/z 82.00 27 .80%
2 ® P e “
O‘V—v—v]—-vs—‘—vJv‘-v—v“L“‘v—vJM-|'I!-|--|---9-5|--I--|----|----|----|----|----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5611: Resorcinol
110
T PR
11.00 11.20 11.40 11.60 11.80
5000 m/z 53.00 20.21%
39 55 g9 82
0..??,??..&..Jﬂ,w.‘..N..??,..h.,....,...., —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5613: Resorcinol e T R
110 11. OO 11. 20 11. 40 11. 60 11. 80

m/z 39.00 14 .89%

5000
82
27 39 69
14 N H\ \\\‘H \H ‘ 95 l
o S N R N

m/z--> 20 40 O 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.31 ng/ul 1075170 Phenanthrene-d10 16.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2535 (17.898 min): BN0O05479.D (-2530) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 213
US| 1a®07171385 g0 | 5oy 256 17.60 17.80 18.00 18,20
o} m/z 43.00 91.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 R A DR AR
ﬂmﬂmmmmm
m/z 60.00 89.94Y%
. B JL i %01}151291431571711851992132272422?6
m/z--> 25 Jo éo 80 160 150 150 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 78
43 17.60 17.80 18.00 18.20
5000 29 129 m/z 55.00 79.29%
143157 214
ok “..‘i‘.‘..”l“‘.‘l‘.‘.l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid I B e B
60 78 17.60 17.80 18.00 18.20
m/z 40.95 77.12%
43
5000
129
29 ‘ 115 171185 214
Ot 15|-‘-‘--|‘-‘--”-”‘ ”‘ T--ﬂh----“--w]-5-?|----|---1-98---- T T L I B B e O i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.20 2.78 ng/ul 505203 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2756 (19.198 min): BN0O05479.D (-2751) (-) m/z 73.00 100.00%

5000

-

18.80 19.00 19.20 19.40 19.60
m/z 43.00 87.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid

-

18.I80 19.IOO 19.I20 19.I40 19!60
m/z 57.05 83.59%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43 73

3

18.80 19.00 19.20 19.40 19.60
m/z 60.00 77.28%

5000
2
0..1.2.,.‘1..“ et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid
43 73 18.80 19.00 19.20 19.40 19.60
57 m/z 55.00 73.44%
5000
iRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 (DEL) Alkane: Cyclic20.93 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.93 4.06 ng/ul 736110 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 Cvcloeicosane 280 C20H40 000296-56-0 96
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 3050 (20.928 min): BN0O05479.D (-3047) (-) m/z 57.05 100.00%
7
83
5000
SRV UL RS
139 168 20.60 20.80 21.00 21.20
- 190212 237 271295314 339 375395 n/z 5500 87 420
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 7
69
5000 RUNLRUURRR RS RS
20.60 20.80 21.00 21.20
125 m/z 43.10 85.27%
NEL \ } 154 182 210 238 266
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #98169: 1-Nonadecene
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 83.05 75.98%
29
139 266
L e a0 s
mz-> 50 100 150 200 250 300 350
Abundance #106397: Cycloeicosane L AR R ny e
55 20.60 20.80 21.00 21.20
83 m/z 69.05 63.33%
5000
29 111
o Ll { |139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 ' 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22 .27 2.01 ng/ul 364344 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Octacosane 394 C28H58 000630-02-4 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 3278 (22.269 min): BN0O05479.D (-3274) (-) m/z 57.00 100.00%

g7

5000 85

.

]_4]_ 22.00 22.20 22.40 22.60
62183 225 357
ol | A d 11 '1 L A05NR0472> 256278 309330 o738 415 'm/z 71.10  65.82%

m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane

E

5000 85 LA L L L L L LB
22.00 22,20 22.40 22.60
- m/z 43.10 61.44%
o ‘|| u113 141 169 197 225 253 281 309 337 365 394
S R X R A
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane
57
M —
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 47.53%
2 13 141
0 L) ﬂ | 169 197 225 253 281 309 337 365 394
R e L L L call
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane RS o e e
57 22.00 22.20 22.40 22.60
m/z 55.00 25.09%
85
5000
29 113
ol LU LT M1 169 197 225 253 296
el e o SN S
m/z--> 50 100 150 200 250 300 350 400 22.00 22,20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.77 2.82 ng/ul 461516 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3363 (22.769 min): BN0O05479.D (-3359) (-) m/z 57.10 100.00%

57
5000 85

o AL R

141, 11 183203 225 252 281 22.40 22.60 22.80 23.00
A Ay J6L50203 220 2of 201301 320351 L msz 71.05  62.73%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane

:

5000 85 R S et
22.40 22.60 22.80 23.00

m/z 43.10 56.40%

113
L2 L | 3,141 169 107 225 253 281 300 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
I o B S
22.40 22.60 22.80 23.00
5000 m/z 85.05 49_15%
85
29
oL g 13 1e 160 282
A e ——r
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane ST T e T T
57 22.40 22.60 22.80 23.00

m/z 55.05 23.96%

5000

N

©
(o]
)]

(113 141 169 197 225 253 282

ol b A T SR

T | T T T
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 Glycerol tricaprylate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.93 5.72 ng/ul 934950 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 80
2 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 50
3 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 40
4 2-(m-Bromophenvlazo)naphthalene 310 C16H11BrN2 094934-85-7 36
5 Octanoic acid, 4-tridecyl ester 326 C21H4202 1000280-62-6 33
Abundance Scan 3390 (22.927 min): BN0O05479.D (-3386) (-) m/z 127.10 100.00%

127
57
5000

84 1580201 242 327 2260 22.80 23.00 23.20
269
oL Al i10p ) “SP1so | 226007 | ssisresoe 439 A5 57 G0 67.41%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57

5000 LN L L L L L L L LB
22. 60 22. 80 23. 00 23. 20
327 m/z 43.05 17.09%
98 201
oL Ll P, 4 18 " 212 g3 | | 368 307
ettt
m/z--> 50 100 150 200 250 300 350 400
Abundance #100577: Hexanoic acid, 2-ethyl-, anhydride
127
57 IIIIIIIIIIIIIIIIIIIIIII
22.60 22.80 23.00 23.20
5000 % m/z 55.00 15.66%
e D
m/z--> 50 100 150 200 250 300 350 400
Abundance #84748: Octanethioic acid, S-hexyl ester R R mamEE
57 127 22.60 22.80 23.00 23.20
m/z 41.00 12_.78%
5000
159
0 29 | l 84 | 184 244
m/z--> 50 100 150 200 250 300 350 400 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.32 3.10 ng/ul 506506 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 3457 (23.322 min): BNO05479.D (-3454) (-) m/z 57.10 100.00%
57
5000 85 )
113 141 183 207 23.00 23.20 23.40 23.60
ol A L7 163189207 240 270 309 350 378398 m/z 43.10 62.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123096: Docosane
g7
5000 85 AU DU
Bmmmmmmm
113 m/z 71.10 61.43%
141
oL LD oz o 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
g7
23.00 23.20 23.40 23.60 |
5000 85 m/z 85.10 50.51%
29
ol ‘ Ly M13,141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #142113: Heptadecane, 9-octyl- IRA R AR R R
57 23.00 23.20 23.40 23.60
m/z 55.10 23.67%
h | M’w\
oL 3 L | |12 141 160 197 2% 567 204 323 352
m/z--> % @ J& 2& 2% 3& 3% 4& 2wmnwmwmo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.95 3.90 ng/ul 638212 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3564 (23.951 min): BN0O05479.D (-3558) (-) m/z 57.10 100.00%

5000

23.60 23.80 24.00 24.20

197 234267 308 354 400

0 m/z 71.10 64.63%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99485: Octadecane, 2-methyl-
43
5000 LA L L I L L L L B B
85 23.60 23.80 24.00 24.20
m/z 43.05 60.42%
R L A B o R Rmams L s s AR,
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147102: Heneicosane, 11-pentyl-
43
L B e o
23.60 23.80 24.00 24.20
5000 P m/z 85.10 50.05%
224 205
o | 127 169 | 336
A e L R EARERREEE RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R TR R
57 23.60 23.80 24.00 24.20
m/z 55.00 22_.77%
5000
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
A A e e e e e e T e T B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23. 80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .09 12.22 ng/ul 1996550 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 50
2 Formamide. N-(2-chlorophenvl)- 155 C7H6CINO 002596-93-2 38
3 1l.4-Dioxaspirol4.41nonane. 7-but... 212 C13H2402 104807-77-4 38
4 2-Hexene. 1.1-diethoxv- 172 C10H2002 054306-00-2 38
5 Octanoic acid, 3,5-difluoropheny... 256 C14H18F202 1000293-62-4 32
Abundance Scan 3588 (24.092 min): BN0O05479.D (-3581) (-) m/z 127.10 100.00%
137
57
5000 165
201 LB I I I
327 355
23.80 24.00 24.20 24.40
ol “ I L 1 5 1L ,l LS L L 3% 4w e 00 68, 82%
m/z--> 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57
5000 R U U LS B
23.80 24.00 24.20 24.40
- 327 m/z 155.10 36.99%
S R0 Bl A O -
m/z--> 50 100 150 200 250 300 350 400
Abundance #26692: Formamide, N-(2-chlorophenyl)-
127
| 23.80 24.00 24.20 24.40
5000 92 155 m/z 43.00 23.18%
65
oL, \L\h .‘.,L...,.... e
m/z--> 100 150 200 250 300 350 400
Abundance #64340. 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-dimethy! L e
127 23.80 24.00 24.20 24.40
m/z 55.00 19.14%
155
5000 55 183
83
ol Lpu %.j.ﬁo%. L L.‘.,z}% e St ——
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24 .67 2.95 ng/ul 482042 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Docosane., 1l1l-decvl- 451 C32H66 055401-55-3 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3686 (24.669 min): BN005479.D (-3681) (-) m/z 57.00 100.00%

5000

:

99 R L I
o 41172209 252 309342 390 429 24.40 24.60 24.80 25.00

m/z 71.05 59.68%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147091: Hexacosane

%

24 40 24. 60 24 80 25 00
99 m/z 43.10 48.63%

141 183 205 267 309 00

5000

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517
R N RAREEEE R R R
24.40 24.60 24.80 25.00
5000 m/z 85.05  44.94%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

i

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane L
517 24.40 24.60 24.80 25.00
m/z 55.00 19.08%
5000

%

99
26| | | ||| 141 183 225 267 309 351 393 436

. N — e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 40 24. 60 24 80 25 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50319\
Data File : BN0O05479.D

Aca On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.59 8.08 ng/ul 1320240 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-I5-(3-Bromo-phenv)-I1.3.41oxa... 424 C20H13BrN202S 1000275-09-0 47
2 2-Naphthuric acid 229 C13H11NOS3 069826-63-7 43
3 4.6-Dihvdroxvpvrimidine. 5-amino... 155 C5H5N303 001074-97-1 30
4 Decanoic anhvdride 326 C20H3803 002082-76-0 25
5 2-Naphthalenebutanoic acid, .gam... 228 C14H1203 001590-22-3 25
Abundance Scan 3843 (25.592 min): BN0O05479.D (-3836) (-) m/z 155.10 100.00%
185
57 127
5000
201 29 T T e e S0
270 311 383 . . . .
ol ,l.".|7§l.ll, b AL Jl TP B M. . m/z 127.10  55.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160791: 2-[5-(3-Bromo-phenyl)-[1,3,4]oxadiazol-2-ylsulfan...
185
5000 127 LI UL BRI UL R
25.20 25.40 25.60 25.80 26.00
m/z 57.05 54._.81%
50 77102, | | 183 223 253 281 309 382 426
m/z--> 50 160 150 200 250 300 350 400
Abundance #75606: 2-Naphthuric acid
107 195
25:20 25.40 25.60 25.80 26.00
5000 m/z 43.05 34.21%
184 229
0"I""I""'I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #26620: 4,6-Dihydroxypyrimidine, 5-aminocarbonyl- R e e e
1585 25.20 25.40 25.60 25.80 26.00
m/z 355.25 26.72%
5000
a4 1o 110
0.:“,.U.qll....,....,.... — L A M e
m/z--> 50 100 150 200 250 300 350 400 25:20 25,40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO50319\
Data File : BN0O05479.D

Acq On : 04 May 2019 07:36

Operator : JU/SJ

Sample : K2602-13

Misc :

ALS Vial : 31 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]
Resorcinol 11.41 4.2 ng/ul 491171 2 10.35 2330120 20.0
n-Hexadecanoic acid 17.90 6.3 ng/ul 1075170 4 16.98 3408840 20.0
Octadecanoic acid 19.20 2.8 ng/ul 505203 5 21.20 3629760 20.0
(DEL) Alkane: Cyc... 20.93 4.1 ng/ul 736110 5 21.20 3629760 20.0
(DEL) Alkane: Str... 22.27 2.0 ng/ul 364344 5 21.20 3629760 20.0
(DEL) Alkane: Str... 22.77 2.8 ng/ul 461516 6 23.40 3268960 20.0
Glycerol tricapry... 22.93 5.7 ng/ul 934950 6 23.40 3268960 20.0
(DEL) Alkane: Str... 23.32 3.1 ng/ul 506506 6 23.40 3268960 20.0
(DEL) Alkane: Str... 23.95 3.9 ng/ul 638212 6 23.40 3268960 20.0
unknown-01 24.09 12.2 ng/ul 1996550 6 23.40 3268960 20.0
(DEL) Alkane: Str... 24.67 3.0 ng/ul 482042 6 23.40 3268960 20.0
unknown-02 25.59 8.1 ng/ul 1320240 6 23.40 3268960 20.0
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