LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 3.211 34 38 44 rVB 46109 59714 0.95% 0.080%
2 6.769 637 643 658 rVB 925931 1605317 25.45% 2.159%
3 6.934 665 671 682 rVB 724301 1135875 18.01% 1.528%
4 7.122 696 703 715 rBV 972614 1559322 24.73% 2.098%
5 7.587 775 782 791 rBV 957830 1524997 24.18% 2.051%
6 7.657 791 794 799 rVB2 19042 27045 0.43% 0.036%
7 8.287 895 901 912 rBVY 1198055 1981313 31.42% 2.665%
8 8.728 969 976 985 rBV 985994 1606602 25.47% 2.161%
9 8.899 1003 1005 1010 rVvB6 4905 8261 0.13% 0.011%
10 9.163 1046 1050 1058 rVvB 33408 50579 0.80% 0.068%

11 9.446 1090 1098 1114 rBV 781434 1385420 21.97% 1.864%
12 9.975 1181 1188 1205 rBV 1132256 2130837 33.79% 2.866%
13 10.346 1243 1251 1258 rBV 1430409 2368332 37.55% 3.186%
14 10.487 1268 1275 1289 rBV 1038442 2069966 32.82% 2.785%

15 11.463 1433 1441 1446 rBV6 16197 47165 0.75% 0.063%
16 11.528 1451 1452 1459 rVB5 5317 8640 0.14% 0.012%
17 11.645 1468 1472 1477 rVB5 4619 7025 0.11% 0.009%
18 11.775 1490 1494 1497 rBVS5 3945 6328 0.10% 0.009%
19 11.898 1511 1515 1521 rBV4 8193 15515 0.25% 0.021%
20 11.957 1521 1525 1533 rVB3 13235 26348 0.42% 0.035%
21 12.028 1533 1537 1542 rBvV4 4360 8774 0.14% 0.012%
22 12.828 1669 1673 1678 rVB4 5087 8079 0.13% 0.011%
23 13.057 1708 1712 1717 rVB4 10650 15511 0.25% 0.021%

24 13.639 1804 1811 1815 rBV 2211807 3300430 52.33% 4._.440%
25 13.681 1815 1818 1839 rVB 789355 1221390 19.37% 1.643%

26 13.910 1847 1857 1875 rBV 2764211 4148620 65.78% 5.581%
27 14.145 1893 1897 1903 rBV2 40634 61480 0.97% 0.083%
28 14.222 1903 1910 1920 rBV2 2148689 3341961 52.99% 4._.496%
29 14.445 1942 1948 1973 rBV 609817 1462742 23.19% 1.968%

30 14.669 1984 1986 1992 rVB6 5221 6920 0.11% 0.009%
31 14.769 2000 2003 2008 rVB5 6434 9815 0.16% 0.013%
32 14.834 2010 2014 2018 rBV5 4317 7258 0.12% 0.010%
33 14.986 2036 2040 2044 rBVZ2 10160 13451 0.21% 0.018%
34 15.039 2044 2049 2054 rvv4 12331 16184 0.26% 0.022%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 15.098 2054 2059 2062 rVB 21021 24586 0.39% 0.033%
36 15.222 2072 2080 2093 rBV 3548215 5077622 80.51% 6.830%
37 15.304 2093 2094 2098 rvv4 11934 12568 0.20% 0.017%
38 15.363 2098 2104 2117 rVvVv 607158 1099433 17.43% 1.479%
39 15.463 2117 2121 2127 rVV 52017 83428 1.32% 0.112%
40 15.604 2141 2145 2147 rVB4 6084 6759 0.11% 0.009%
41 15.716 2161 2164 2168 rBV4 4477 6598 0.10% 0.009%
42 15.933 2192 2201 2210 rBVY 133945 278502 4.42% 0.375%
43 16.010 2212 2214 2218 rVB5 21309 27123 0.43% 0.036%
44 16.133 2232 2235 2239 rVVv4 9727 13505 0.21% 0.018%
45 16.181 2239 2243 2247 rVB5 4724 8110 0.13% 0.011%
46 16.381 2272 2277 2281 rVB5 5862 9947 0.16% 0.013%
47 16.539 2300 2304 2305 rBV3 6272 7134 0.11% 0.010%
48 16.651 2321 2323 2328 rVB5 6798 7499 0.12% 0.010%
49 16.710 2328 2333 2336 rBV5 3636 7756 0.12% 0.010%
50 16.763 2338 2342 2347 rBV4 24366 41134 0.65% 0.055%

51 16.975 2371 2378 2384 rBV2 2935422 4260317 67.55% 5.731%
52 17.075 2389 2395 2412 rVB 3828463 5607026 88.91% 7.543%

53 17.292 2428 2432 2435 rBV5 5823 7372 0.12% 0.010%
54 17.498 2464 2467 2471 rBvV4 13303 20577 0.33% 0.028%
55 17.675 2492 2497 2500 rVB6 9071 15895 0.25% 0.021%
56 17.775 2511 2514 2518 rBV4 7110 11081 0.18% 0.015%
57 17.898 2530 2535 2550 rVvVv 825187 1410007 22.36% 1.897%
58 18.192 2581 2585 2589 rBV7 16652 20689 0.33% 0.028%
59 18.657 2660 2664 2668 rBV6 7466 14303 0.23% 0.019%
60 18.751 2676 2680 2683 rVB4 21454 24090 0.38% 0.032%
61 18.833 2689 2694 2698 rVB7 14651 23244 0.37% 0.031%
62 19.022 2720 2726 2729 rBV 44025 68297 1.08% 0.092%
63 19.051 2729 2731 2737 rVB2 31104 48824 0.77% 0.066%
64 19.192 2751 2755 2766 rVvVv 325806 598653 9.49% 0.805%
65 19.274 2766 2769 2772 rVB 41183 52266 0.83% 0.070%
66 19.386 2782 2788 2798 rBV 4417873 6306636 100.00% 8.484%
67 19.945 2878 2883 2884 rBV5 14542 22910 0.36% 0.031%
68 19.969 2884 2887 2892 rVB3 26807 35125 0.56% 0.047%
69 20.298 2935 2943 2945 rBVS 24362 53929 0.86% 0.073%
70 20.469 2968 2972 2976 rBv4 47693 63275 1.00% 0.085%

71 20.933 3044 3051 3068 rBV 658928 1326092 21.03% 1.784%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 21.210 3092 3098 3114 rBV 2808803 4056972 64.33% 5.457%
73 21.333 3115 3119 3124 rVV3 76493 96818 1.54% 0.130%
74 21.386 3124 3128 3133 rVV 155752 192691 3.06% 0.259%
75 21.439 3134 3137 3141 rVB2 39281 52321 0.83% 0.070%

76 21.816 3197 3201 3205 rBV 175679 225331 3.57% 0.303%
77 22.274 3274 3279 3284 rBV 258409 340956 5.41% 0.459%
78 22.392 3297 3299 3306 rVB3 45234 63729 1.01% 0.086%
79 22.768 3359 3363 3368 rVB 270252 381062 6.04% 0.513%
80 22.939 3387 3392 3400 rVB 303707 451299 7.16% 0.607%

81 23.274 3442 3449 3455 rBV 2407963 4546227 72.09% 6.116%
82 23.321 3455 3457 3465 rvVv2 339162 487943 7.74% 0.656%
83 23.415 3465 3473 3487 rVB 1693238 3403458 53.97% 4.578%
84 23.951 3558 3564 3572 rBV 246917 448965 7.12% 0.604%
85 24.086 3582 3587 3597 rVB 391702 821709 13.03% 1.105%

86 24.668 3681 3686 3693 rVB2 154737 285872 4_.53% 0.385%
87 25.509 3824 3829 3835 rBV3 75639 162607 2.58% 0.219%
88 25.592 3837 3843 3853 rVB5 141658 370843 5.88% 0.499%

Sum of corrected areas: 74338331
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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: BN005569.D

4000000

3000000

2000000

10 35
8.29
7.59 8.73 0.49

6.77 7.12
1000000 6.93

3.21 .66 8.909. 16 111483

e e e i L L e L A

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 1000 1050 1100 11.50
Abundance TIC: BN005569.D

19139

4000000 17.07
15.22

~

16.9
3000000 13.91

13.64 14.22
2000000

1000000 1

19.1

A 12.88.06 7% 18.19 148692

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN005569.D

4000000

3000000 21.21

2000000

1000000 o,
2227 2222.94 <R
, 2182 25550 17 J 2%? 2%@9
0...,..”,....,”..,...w....,.”.,....w...,..”,....,”..,...w....,.”.,....“...,..”
Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 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\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.62 ng/ul 1410010 Phenanthrene-d10 16.97
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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2535 (17.898 min): BN005569.D (-2530) (-) m/z 73.00 100.00%

43 60 7B

5000 129

213

{

17.60 17.80 18.00 18.20

157171185
43 199

| S— m/z 43.00 93.37%
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 LA L L L B B B

17.60 17.80 18.00 18.20
m/z 60.00 92.21%

213

143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid

_

60 17.60 17.80 18.00 18.20
5000 7 m/z 55.00 79.82%
129 256
0 I /] H 77 98 115717 143157 171 185199 213 257239
“.”,”.w.....”,”.w.”.“.”,”...”...” S
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid RN pa e e A
43 oo 73 17.60 17.80 18.00 18.20
m/z 57.10 77 .86%
5000 29
129
85 256
213
. ) MH‘ DT il | 143157171185199 7] 227239 |
“.”,..w.. s e
m/z--> 20 40 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\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.95 ng/ul 598653 Chrysene-di12 21.21
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 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2755 (19.192 min): BN005569.D (-2751) (-) m/z 42.95 100.00%

43 57

5000

:

18.80 19.00 19.20 19.40 19.60
m/z 72.95 96.49%

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

r

5000
18.80 19.00 19.20 19.40 19.60

m/z 57.05 86 .05%

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

:

18.80 19.00 19.20 19.40 19.60
m/z 55.00 81.05%

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 A e e A R R AR
43 73 18.80 19.00 19.20 19.40 19.60
57 m/z 59.95 79 .85%
5000
2
On.qw”,.Mm P T
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\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 2- Chloropropionic acid, oc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.93 6.54 ng/ul 1326090 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3050 (20.927 min): BN005569.D (-3044) (-) m/z 57.05 100.00%
5000 111
3 139 281 20.60 20.80 21.00 21.20
o 13 A 2088 5 A+~ m/z 55.00 93.07%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester
57 83
5000 i
20.60 20.80 21.00 21.20
29 250 m/z 43.00 92 .89%
0 AP e a0 2 BD per e
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 82.38%
29
125
oL A7 by L 188 181 308
m/z--> 50 100 1éo 200 250 300 350
Abundance #152038: 1-Hexacosanol T T R
43 20.60 20.80 21.00 21.20
m/z 97.05 78.81%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
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\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.77 2.24 ng/ul 381062 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 92
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3363 (22.768 min): BN005569.D (-3359) (-) m/z 57.05 100.00%

5000

22.40 22.60 22.80 23.00
m/z 71.05 66.01%

0 141 183 571252 327
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
5
5000
22.40 22.60 22.80 23.00
13 m/z 43.00 60.07%
ol 2 183 253
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517
R AN E RS
22.40 22.60 22.80 23.00
5000 m/z 85.05 47.78%

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

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

57 22.40 22.60 22.80 23.00
m/z 55.00 22 .35%
5000
99

ob_26] I 1)) 141 183 225 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 Glycerol tricaprylate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.94 2.65 ng/ul 451299 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 87
2 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 53
3 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 42
4 Octanoic acid., 2.6-dibromo-4-cva... 401 C15H17Br2N02 001689-99-2 42
5 Octanoic acid, 4-tetradecyl ester 340 C22H4402 1000280-62-9 36
Abundance Scan 3392 (22.939 min): BN005569.D (-3387) (-) m/z 127.10 100.00%
127
57
5000
201 327
98 171 255 22.60 22.80 23.00 23.20
oAl e, 4 aaolt | 207 2P 288 | sy e oe T 66 41
m/z--> 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57
5000
22.60 22.80 23.00 23.20
- 327 m/z 55.00 16.62%
oL 1.7 8 158 182° " 292 283 | 368 397
m/z--> 50 100 150 200 250 300 350 400
Abundance #100577: Hexanoic acid, 2-ethyl-, anhydride
127
=7 NN U
22.60 22.80 23.00 23.20
5000 % m/z 327.15 16.30%
L2l 77| 170
m/z--> 50 100 150 200 250 300 350 400
Abundance #84748: Octanethioic acid, S-hexyl ester
57 127 22.60 22.80 23.00 23.20
m/z 43.00 15.95%
5000
159
AEI N | 184 om
m/z--> 50 100 150 200 250 300 350 400 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 6
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.64 ng/ul 448965 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Nonacosane 408 C29H60 000630-03-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3564 (23.951 min): BN005569.D (-3558) (-) m/z 57.00 100.00%
57
5000 85
113
141, ~; 183 207 23.60 23.80 24.00 24.20
ol ,J.J.' ,..,.I|| L CHOT 239264 89 856 "m/z 71.10 63.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000
85 23.60 23.80 24.00 24.20
29| m/z 43.05 54 _.21%
113
gl e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
23.60 23.80 24.00 24.20
5000 m/z 85.05 47 .97%
85
29
o [} | 228 141 160 107 225 253 282
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #158131: Nonacosane
57 23.60 23.80 24.00 24.20
m/z 55.00 23.01%
5000 85
L2 | || MB141 160 197 205 253 281 309 337 365 408
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(')0 23.|60 23.|80 24.'00 24.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .09 4.83 ng/ul 821709 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 49
2 2-Hexene. 1l.1-diethoxv- 172 C10H2002 054306-00-2 43
3 Naphthalene-1-carbohvdrazide. N2... 294 C17H14N20S 1000263-63-0 40
4 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 37
5 2,3,4-Trimethyl-isoxazol-5(2H)-one 127 C6HINO2 007713-68-0 35
Abundance Scan 3588 (24.092 min): BN005569.D (-3582) (-) m/z 127.10 100.00%
137
57
5000 155
327 355 PSRN SRS IR
229 255 283 23.80 24.00 24.20 24.40
o/ — J ,‘.»!7?'.1, T '| e L 88 e 00 71.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166329: Glycerol tricaprylate
127
57
23.80 24.00 24.20 24.40
- 327 m/z 155.10 38.27%
o L % | 188 242 283 || 368 307,
m/z--> 55 160 1%0 200 250 360 350 400
Abundance #37211: 2-Hexene, 1,1-diethoxy-
2
57 127
23.80 24.00 24.20 24.40
5000 m/z 43.05 24 _41%
83
103
ol AM‘ ‘III}P” N
m/z--> 100 150 200 250 300 350 400
Abundance #114193. Naphthalene-1-carbohydrazide, N2-(2-methyl-3-thie... I L L e
127 155 23.80 24.00 24.20 24.40
m/z 55.00 22 .26%
5000
J 101
0III\HHHI‘L“h\l\llwllljll7l6l |2|21||||||2|94|.||||||||| IR B B B B B
m/z--> 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\BNO50919\
Data File : BNO05569.D

Aca On : 09 May 2019 17:08

Operator : JU/SJ

Sample : K2602-15

Misc :

ALS Vial : 12 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 Naphthalene-1l-carboxamide, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.59 2.18 ng/ul 370843 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene-1-carboxamide. N-T4-_... 375 C20H13N303S 1000295-50-9 50
2 5-Oxazolidinone. 2-(1-methvlethy... 283 C17H17N0O3 119215-58-6 50
3 4-Cvanocinnoline 155 C9H5N3 016470-90-9 50
4 Naphthalene-2-carboxvlic acid. 1... 326 C16H13F304 1000194-85-8 50
5 5-Oxazolidinone, 2-(1,1-dimethyl... 297 C18H19NO3 119215-56-4 46
Abundance Scan 3843 (25.592 min): BN005569.D (-3837) (-) m/z 155.10 100.00%
185
57 127
5000
99 355
3 % 0 7 20 255 283 a1 383 25.20 25.40 25.60 25.80 26.00
o} m/z 57.00 63.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #150028: Naphthalene-1-carboxamide, N-[4-(4-nitrophenyl)th...
185
5000 127 LRSI DU AR SR I
25.20 25.40 25.60 25.80 26.00
m/z 127.10 56.34%
oL 40 T | Ja7s oz 279 345 37°
m/z--> 50 100 150 200 250 300 350 400
Abundance #108101: 5-Oxazolidinone, 2-(1-methylethyl)-3-(2-naphthale...
185
25.20 25.40 25.60 25.80 26.00
5000 m/z 43.00 37 .85%
127 283
o 57 84 \ 184 212 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #26899: 4-Cyanocinnoline A EAE T
197 185 25.20 25.40 25.60 25.80 26.00
m/z 355.25 28.36%
5000
100
50 76
0 ??'L"'L"I"t'l" L UL LA LR SRR
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\BNO50919\
Data File : BNO05569.D

Acq On : 09 May 2019 17:08

Operator : JU/SJ

Sample - K2602-15

Misc :

ALS Vial : 12 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]
n-Hexadecanoic acid 17.90 6.6 ng/ul 1410010 4 16.97 4260320 20.0
Octadecanoic acid 19.19 3.0 ng/ul 598653 5 21.21 4056970 20.0
2- Chloropropioni... 20.93 6.5 ng/ul 1326090 5 21.21 4056970 20.0
(DEL) Alkane: Str... 22.77 2.2 ng/ul 381062 6 23.42 3403460 20.0
Glycerol tricapry... 22.94 2.6 ng/ul 451299 6 23.42 3403460 20.0
(DEL) Alkane: Str... 23.95 2.6 ng/ul 448965 6 23.42 3403460 20.0
unknown-01 24.09 4.8 ng/ul 821709 6 23.42 3403460 20.0
Naphthalene-1-car... 25.59 2.2 ng/ul 370843 6 23.42 3403460 20.0
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