LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample : K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

3.122 20 23 33 rvB 36239 54796 1.10% 0.108%
4.716 290 294 298 rBV2 6404 10112 0.20% 0.020%
rvB4 8244 15281 0.31% 0.030%
6.757 634 641 655 rBvY 395038 776582 15.56% 1.536%
6.922 663 669 684 rBvV 361135 657532 13.17% 1.301%
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7.104 694 700 715 rVB 489721 828260 16.60% 1.638%
7.569 772 779 787 rBV 546661 894699 17.93% 1.770%
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rvB5 11496 23575 0.47% 0.047%

8.286 894 901 913 rBV 562098 1041138 20.86% 2.060%

1 8.416 919 923 930 rVB3 6528 13061 0.26% 0.026%
11 8.739 971 978 997 rBV 475225 848957 17.01% 1.679%
12 9.063 1029 1033 1041 rVB 15371 22739 0.46% 0.045%
13 9.451 1092 1099 1110 rBV 403443 727246 14.57% 1.439%
14 9.751 1143 1150 1154 rBV6 3928 10321 0.21% 0.020%

15 9.986 1183 1190 1212 rBV 526113 1060998 21.26% 2.099%

16 10.345 1244 1251 1263 rBV 851512 1411604 28.28% 2.792%
17 10.516 1273 1280 1307 rBV 463514 1070134 21.44% 2.117%

18 10.933 1346 1351 1352 rBV3 4769 6792 0.14% 0.013%
19 10.957 1352 1355 1358 rvv2 3287 5451 0.11% 0.011%
20 11.957 1522 1525 1527 rBV2 4439 5257 0.11% 0.010%
21 12.527 1617 1622 1625 rBvV4 5311 9045 0.18% 0.018%

22 13.651 1805 1813 1818 rBV 1297046 1843107 36.93% 3.646%
23 13.698 1818 1821 1833 rVB 264807 389101 7.80% 0.770%
24 13.921 1849 1859 1877 rBV 1427757 2112076 42.32% 4.178%
25 14.227 1905 1911 1923 rBV2 1328938 1971411 39.50% 3.900%

26 14.486 1949 1955 1980 rBV 211511 660726 13.24% 1.307%
27 14.657 1980 1984 1994 rVB 60047 106856 2.14% 0.211%
28 15.021 2043 2046 2050 rVB3 4199 5595 0.11% 0.011%
29 15.068 2050 2054 2059 rBV3 6692 9111 0.18% 0.018%
30 15.233 2075 2082 2099 rVB 1863570 2684704 53.79% 5.311%

31 15.380 2102 2107 2118 rVV 501951 779224 15.61% 1.541%

32 15.474 2120 2123 2128 rVB2 25958 32679 0.65% 0.065%
33 15.939 2199 2202 2209 rBV3 4820 8670 0.17% 0.017%
34 16.015 2212 2215 2219 rVB3 7836 8924 0.18% 0.018%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample : K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 16.404 2276 2281 2285 rBV5 8246 14238 0.29% 0.028%
36 16.733 2331 2337 2341 rBV3 6251 10713 0.21% 0.021%
37 16.780 2341 2345 2348 rVV3 7971 13335 0.27% 0.026%
38 16.809 2348 2350 2357 rVB5 10733 16775 0.34% 0.033%

39 16.992 2374 2381 2391 rBV 1713791 2396457 48.02% 4.741%
40 17.086 2391 2397 2414 rVB2 1943312 2860757 57.32% 5.659%

41 17.280 2425 2430 2435 rBV2 21763 28248 0.57% 0.056%
42 17.327 2435 2438 2442 rVV 33970 39714 0.80% 0.079%
43 17.380 2442 2447 2450 rVB5 4240 5111 0.10% 0.010%
44 17.468 2458 2462 2466 rBV5 5387 9207 0.18% 0.018%
45 17.656 2488 2494 2497 rVB5 3909 6319 0.13% 0.013%
46 17.880 2526 2532 2543 rBVY 363349 615054 12.32% 1.217%
47 18.162 2577 2580 2584 rVB6 10078 12734 0.26% 0.025%
48 18.227 2587 2591 2597 rVB6 7991 14787 0.30% 0.029%
49 18.598 2651 2654 2658 rBVY 45262 54190 1.09% 0.107%
50 18.645 2658 2662 2667 rVB 80271 88525 1.77% 0.175%
51 18.756 2677 2681 2683 rBV5 6117 9308 0.19% 0.018%
52 18.803 2686 2689 2693 rBV5 12680 16930 0.34% 0.033%
53 19.033 2723 2728 2736 rBV3 34422 74297 1.49% 0.147%
54 19.174 2747 2752 2767 rBV 268770 469273 9.40% 0.928%
55 19.286 2768 2771 2775 rVB 17997 22701 0.45% 0.045%

56 19.398 2784 2790 2797 rBV 2390528 3291145 65.94% 6.511%
57 19.733 2842 2847 2850 rBV 628394 681696 13.66% 1.349%
58 19.768 2850 2853 2861 rVB 1095196 1237968 24.80% 2.449%
59 19.927 2878 2880 2886 rVB5 26231 28157 0.56% 0.056%
60 20.427 2962 2965 2969 rBv4 44893 52905 1.06% 0.105%

61 20.709 3009 3013 3016 rBV 259389 281188 5.63% 0.556%
62 20.744 3016 3019 3026 rVB 485496 489989 9.82% 0.969%
63 20.897 3041 3045 3055 rBvV 271125 382740 7.67% 0.757%
64 21.097 3076 3079 3084 rBvV 190042 217662 4_36% 0.431%
65 21.197 3091 3096 3105 rBV 2463392 3125566 62.63% 6.183%

66 21.333 3115 3119 3123 rBV 271084 309540 6.20% 0.612%
67 21.580 3157 3161 3163 rBV 102730 127699 2.56% 0.253%
68 21.609 3163 3166 3169 rVB 197471 204742 4._.10% 0.405%
69 21.756 3187 3191 3195 rBV 480891 552384 11.07% 1.093%
70 22.203 3263 3267 3274 rVB 751090 1007121 20.18% 1.992%

71 22.521 3318 3321 3325 rVB 137798 167358 3.35% 0.331%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample : K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

72 22.697 3346 3351 3358 rVB 847427 1173071 23.50% 2.321%
73 23.256 3439 3446 3459 rBV2 2464110 4990840 100.00% 9.873%
74 23.403 3464 3471 3481 rVB 1715653 3220885 64.54% 6.372%
75 23.868 3545 3550 3560 rVB 697268 1205820 24.16% 2.385%

76 24.591 3667 3673 3680 rVB 436660 918140 18.40% 1.816%

Sum of corrected areas: 50551053
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019714.D

2500000
2000000
1500000
1000000 10.35

7.57 9.
500000 6@9 8.74 10.52
312 M7 8&Ag9% 7A¥ km%

o....,....,....,....,....,....,....,....,....,....,.... S e - . R

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 11.50
Abundance TIC: BM019714.D

2500000 19.40

2000000 15.23 17.09
16.99

1000000
19/73

500000 '
17.88
18.70 14.49 19.17

11.96 1253 ]14.66 e 15.47 13002 16.40]1!5?8{ \M&?.eeklm%@@@j

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIllll_lllllllllllllllll

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: BM019714.D
21.20 23,26

993 2043

o

2500000

P3.40

2000000

1500000

1000000

500000}, A N

e

Time--> 21.00 2150 22.00 2250 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\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 6
R.T. EstConc Area Relative to ISTD R.T.
17.88 5.13 ng/ul 615054 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2532 (17.880 min): BM019714.D (-2526) (-) m/z 73.00 100.00%

3
43
5
5000

213 Trryrrrryrrrr|yrrrryrrrorr
143157171185199 17.60 17.80 18.00 18.20
Orrrrrrrr m/z 60.00 72.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 L L L L L
17. 60 17. 80 18. OO 18 20
21 m/z 43.10 61.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 17.60 17.80 18.00 18.20
5000 29 m/z 57.10 52.17%

15 1431571711851 99713507

Jf

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid

73 17.60 17.80 18.00 18.20

m/z 41.10 49_.79%
43 57
5000
129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 10
R.T. EstConc Area Relative to ISTD R.T.
19.17 3.00 ng/ul 469273 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2751 (19.168 min): BM019714.D (-2747) (-) m/z 73.00 100.00%
5000
18.80 19.00 19.20 19.40
0! m/z 60.00 73.81%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
8 7
5000 129 AR AR AR B
18.80 19.00 19.20 19.40
‘ 185 o B4 m/z 43.00 69.83%
0 |15| \‘I \I I H H‘“ M“H M\ - :IL57‘ “. \2|13| L .“ 2|6|5 .“. ——
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 284
18.80 19.00 19.20 19.40
5000 m/z 57.10 62.11%
129
98
185 241
0 18 157 213 266
m/z--> éo 160 1%0 200 250 300 350
Abundance #108841: Octadecanoic acid
43 18.80 19.00 19.20 19.40
m/z 55.05 49 _.56%
5000
129
“ } 185 » 284
OI]'IS‘IUM‘ “JI\H;I I\ . ‘:‘:‘2|13|‘| I{ 2|6|5|‘| ——T > — —_ R R
m/z--> 200 250 300 m 1mm%mwmwo
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Data Path :

Data File : BM019714.D

Acq On : 03 Apr 2019 05:04
Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

C:\DATABASENNISTO2.L

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_M\DATA\BMO040219\

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

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 7

R.T. EstConc Area Relative to ISTD R.T.
19.73 4.36 ng/ul 681696 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,8-Methano-4H-3,1-benzoxazine-2... 183 C9H13NOS 1000142-76-7 32
2 Lauric anhydride 382 C24H4603 000645-66-9 32
3 4-Nitrophenyl laurate 321 C18H27NO4 001956-11-2 30
4 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 27
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 27

Abundance Scan 2847 (19.733 min): BM019714.D (-2842) (-) m/z 43.00 100.00%
43
183
159
5000 98
71 116 R SR Ramme
19.40 19.60 19.80 20.00
285
o] ,L AUM, dlass )| 207227 255 25 s | nzo7983 10 75.50%
m/z--> 50 100 150 200 250 300 350
Abundance #45039: 5,8-Methano-4H-3,1-benzoxazine-2-thione, 1,2,4a-re...
183
5000 S AR BN AR AR
66 118 19.40 19.60 19.80 20.00
41 m/z 159.00 53.82%
o H\‘\‘\\M .|...‘.....|....|.....
m/z--> 50 150 200 250 300 350
Abundance
183
19.40 19.60 19.80 20.00
5000 m/z 57.05 39.23%
43
73 98
o 129 157 1 501219 242 270
m/z--> 50 100 150 200 250 300 350
Abundance #128440: 4-Nitrophenyl laurate
183 19.40 19.60 19.80 20.00
m/z 98.10 37.34%
5000 >
29 109
0::‘{ I\l \‘J‘ |‘14O]|-6|5|| |||||||||||3|21|| : i o
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _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 4 unknown-02 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.77 7.92 ng/ul 1237970 Chrysene-d12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 38
2 1,2-Dicarbadodecaborane(12), 1-h... 230 C8H24B10 020740-05-0 11
3 Dodecanoyl chloride 218 C12H23CI0 000112-16-3 10
4 4,5,6-Trimethyltetrahydro-1,3-ox... 159 C7H13NOS 085333-98-8 9
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 9

Abundance Scan 2853 (19.768 min): BM019714.D (-2850) (-) m/z 43.00 100.00%
a3
5000 159 183
98
M.Jt LIJJ 35 | 1.} 209227 255 285 341 LA S e

o“”w.”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
43 183

#102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...

0!

5000
201
243
0 18 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 183
5000
71 153
227
o0 112 137

LB R L L I B L L L L L R L R RN AR R R LR RRS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #67966: Dodecanoy! chloride

3

5000

o

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 183.10 45_.06%

19.40 19.60 19.80 20.00

m/z 159.00 44 _46%

19.40 19.60 19.80 20.00

m/z 98.05 28 .99%

19.40 19.60 19.80 20.00

m/z 84.00 22 .50%

19.40 19.60 19.80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _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 5 Myristin, 2,3-diaceto-1- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.74 3.14 ng/ul 489989 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 83
2 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 64
3 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 52
4 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 25
5 2,3,4-Trifluorobenzoic acid, 2-o... 288 C15H19F302 1000282-58-1 14
Abundance Scan 3018 (20.739 min): BM019714.D (-3016) (-) m/z 43.00 100.00%
43
159
5000
% 211
77 | 20.40 20.60 20.80 21.00
ol | ” A LLH 249 | FI. L 24 283 826 355 o0 Tieg 00 53.55%
m/z--> 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 NSNS SRR
159 20.40 20.60 20.80 21.00
98 211 m/z 98.05 32.97%
69 117 177 ‘
L b (M7 oo8 284 313
m/z--> 50 100 150 200 250 300 350
Abundance
43
20.40 20.60 20.80 21.00
5000 159 211 m/z 211.15 26 .49%
98
1 117
o 135 | 177 242 283 313
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-his(acetyloxy)propy! ester B e RN R
43 159 20.40 20.60 20.80 21.00
m/z 84.00 23.05%
98
5000 117 239
69
04 2 ) wLH J\\ mllw ‘ T 213 1 | 269 310 355
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 6 Ethanol, 2-(tetradecyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

'20.90  2.45 ng/ul 382740  Chrysene-di2 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

328 C20H4003
402 C20H35F502
452 C21H35F702

1000282-99-1 91
1000283-04-2 76
1000282-97-3 76

2 Methoxyacetic acid, heptadecyl e...
3 Pentafluoropropionic acid, hepta...
4 Heptafluorobutanoic acid, heptad...

5 E-7-Octadecene 252 C18H36 1000130-92-0 70
Abundance Scan 3045 (20.897 min): BM019714.D (-3041) (-) m/z 57.10 100.00%
57
83
5000
111
3 139 168 189207 281 356 20.60 20.80 21.00 21.20
o L 1081897, 7228 202 AL 3 m/z 71.05 77.65%
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83
5000
20.60 20.80 21.00 21.20
29 1l m/z 43.10 72.08%
139 168 196
m/z--> 50 100 150 200 250 300 350
Abundance
57
91
20.60 20.80 21.00 21.20
5000 m/z 69.05 68.97%
111 283
238
29 140 16 210 328
O L o e e o e . e o e o e e L B
m/z--> 50 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R B A o B o e o
57 20.60 20.80 21.00 21.20
m/z 83.10 64 .94%
5000
‘ 111
29
238
s s DML T e
m/z--> 50 200 250 300 350 20 60 20. 80 21. OO 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.76 3.53 ng/ul 552384 Chrysene-di2 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3192 (21.762 min): BM019714.D (-3187) (-) m/z 57.05 100.00%

5000

21.40 21.60 21.80 22.00
m/z 71.10 90.11%

ol 283 328 358 387 416
m/z--> 0 50 100 150 200 250 300 350 400 450

475

Abundance #115570: Heneicosane
57
85
5000
21.40 21.60 21.80 22.00
m/z 85.10 61.87%
29 113
0 \‘ J ‘ “\ i h‘ u‘ “1?1‘16‘9 197 225 253 296
B o o o o LA L e o o o o o
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
71 21.40 21.60 21.80 22.00
5000 m/z 43.10 54.50%
9 127
0 155183 225253 295 337
T T T T T T e T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #123095: Docosane
21.40 21.60 21.80 22.00
m/z 55.05 23.62%
5000

113 141 169 197 225 253 281 310
1 I I
mz-> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00

SOM-EPA-BM032219MA_M Thu Apr 04 17:30:13 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
22.20 6.44 ng/ul 1007120 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3266 (22.197 min): BM019714.D (-3263) (-) m/z 57.10 100.00%
g7
85
5000
113 21.80 22.00 22.20 22.40 22.60
141 169 207
0l ,J LT ae0 207 230 281 sp3 356 403431 475 ugn 7105 92,100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57
5000 85
21.80 22.00 22.20 22.40 22.60
29 m/z 85.10 60.63%
ol ‘ | | M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
21.80 22.00 22.20 22.40 22.60
5000 85 m/z 43.05 58.69%
0 29 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73970: Tridecane, 6-propyl- B R e e e S
43 21.80 22.00 22.20 22.40 22.60
71 m/z 55.05 23.57%
5000
‘ J 99 126 154 183
O w-¢-ﬂbﬂh-ﬂ--1-w%%i R VNN SN DA S LRI IR SRS BN
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 3
R.T. EstConc Area Relative to ISTD R.T.

22.70 7.28 ng/ul 1173070 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90

Abundance Scan 3351 (22.697 min): BM019714.D (-3346) (-) m/z 57.05 100.00%

5000

22.40 22.60 22.80 23.00
m/z 71.05 89.12%

o 141169197 239 281 323351 416
mz--> 0 50 100 150 200 250 300 350 400 450

Abundance #115570: Heneicosane
57
85
5000
22.40 22.60 22.80 23.00
29 m/z 85.05 60.36%
LT h‘ | 141169 197 225253 296
SR L B A B B N B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
71 22.40 22.60 22.80 23.00
5000 m/z 43.10 55.06%
9 197
0 155183 225253 295 337
T I I o o o NLJLA B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane TR
57 22.40 22.60 22.80 23.00
m/z 55.05 23.53%
5000 85
29 3
. 113 141 169 197 25 254
— At T
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.87 7.49 ng/ul 1205820 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3550 (23.868 min): BM019714.D (-3545) (-) m/z 57.10 100.00%

7
85
5000

141 169 23.60 23.80 24.00 24.20
o 207 239 281309 355 399 430 475 7y 71.10 87 310

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107657: Hexadecane, 5-butyl-

5000 L e e
23 60 23. 80 24. OO 24 20

o 126 m/z 85.10 60.58%

225
O by 155183 | osaze0
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57

23.60 23. 80 24. 00 24.20

85

5000 m/z 43.05 54 _22%
29 113
o 141169 197 225 253 296
L B L B e e A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane A EanE e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.50%
5000 85
0 29 J1143 141 169 197 226
m/z--> 0 50 100 150 200 250 300 350 400 450 23 60 23. 80 24. 00 24 20

SOM-EPA-BM032219MA_M Thu Apr 04 17:30:16 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample - K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 5
R.T. EstConc Area Relative to ISTD R.T.

24 .59 5.70 ng/ul 918140 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3673 (24.591 min): BM019714.D (-3667) (-) m/z 57.10 100.00%

85
5000

-

24.20 24.40 24.60 24.80 25.00
m/z 71.10 92.97%

o 141 183207 239 280 323 356 387 415

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane

476

85

-

5000
24.20 24.40 24.60 24.80 25.00
m/z 85.10 63.10%
29 13941
0 \‘ J ‘ “\ i h‘ u‘ l 4 \169 197 225 253 296
B L L ) I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v-rl—v—v—v—rv—r
24.20 24.40 24.60 24.80 25.00
5000 m/z 43.10 54 _.43%
85
29
o 113 141 169197 225 253 281 323 351 380
T T T T T T T e e T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo- R BE = e e
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 22.77%
5000 85
29
oA, | [P 1183011 253
L L L R LN M e
m/z--> 0 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040219\
Data File : BM019714.D

Acq On : 03 Apr 2019 05:04

Operator : JU/SJ

Sample : K2168-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 17.88 5.1 ng/ul 615054 4 16.99 2396460 20.0
Octadecanoic acid 19.17 3.0 ng/ul 469273 5 21.20 3125570 20.0
unknown-01 19.73 4.4 ng/ul 681696 5 21.20 3125570 20.0
unknown-02 19.77 7.9 ng/ul 1237970 5 21.20 3125570 20.0
Myristin, 2,3-dia... 20.74 3.1 ng/ul 489989 5 21.20 3125570 20.0
Ethanol, 2-(tetra... 20.90 2.5 ng/ul 382740 5 21.20 3125570 20.0
(DEL) Alkane: Str... 21.76 3.5 ng/ul 552384 5 21.20 3125570 20.0
(DEL) Alkane: Str... 22.20 6.4 ng/ul 1007120 5 21.20 3125570 20.0
(DEL) Alkane: Str... 22.70 7.3 ng/ul 1173070 6 23.40 3220890 20.0
(DEL) Alkane: Str... 23.87 7.5 ng/ul 1205820 6 23.40 3220890 20.0
(DEL) Alkane: Str... 24.59 5.7 ng/ul 918140 6 23.40 3220890 20.0
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