LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 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_ M\METHODS\SOM-EPA-BM092719MA .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 3.252 42 45 57 rvB 40664 61034 1.45% 0.127%
2 3.981 167 169 173 rVB 6929 7672 0.18% 0.016%
3 4.916 324 328 332 rBV3 2546 4404 0.10% 0.009%
4 6.775 640 644 649 rBV2 7996 13342 0.32% 0.028%
5

6.945 665 673 687 rBvV 709092 1269322 30.14% 2.635%

7.110 694 701 714 rBV 548760 882786 20.96% 1.832%
7.310 728 735 743 rBV 777765 1212715 28.79% 2.517%
814 821 rBV 632751 972400 23.09% 2.018%
7.845 821 826 835 rVB 78321 119773 2.84% 0.249%

QOO ~NO®
~
~
~
o
(00]
(@)
Ny

1 8.481 927 934 946 rBV 865068 1408883 33.45% 2.924%
11 8.928 1002 1010 1021 rBV 678749 1091265 25.91% 2.265%
12 9.375 1080 1086 1090 rvB2 10520 16053 0.38% 0.033%
13 9.645 1125 1132 1139 rBV 540848 886703 21.05% 1.840%
14 9.886 1168 1173 1181 rBV3 15284 27191 0.65% 0.056%

15 10.186 1217 1224 1234 rBV 864942 1451594 34.47% 3.013%

16 10.563 1281 1288 1298 rBV 870626 1400440 33.25% 2.907%
17 10.698 1303 1311 1330 rBV 785337 1357536 32.23% 2.818%

18 11.069 1369 1374 1389 rVB 23432 55314 1.31% 0.115%
19 11.357 1419 1423 1428 rBV 9319 13889 0.33% 0.029%
20 12.157 1553 1559 1565 rBV 11356 19753 0.47% 0.041%
21 12.686 1644 1649 1657 rBV3 11937 21444 0.51% 0.045%
22 13.021 1704 1706 1711 rVB5 2969 4332 0.10% 0.009%
23 13.245 1739 1744 1750 rBV5 3836 5634 0.13% 0.012%

24 13.633 1804 1810 1818 rBV 264421 352720 8.37% 0.732%
25 13.821 1835 1842 1846 rBV 1423429 1916753 45.51% 3.978%

26 13.868 1846 1850 1857 rVB 396219 541134 12.85% 1.123%
27 14.104 1883 1890 1901 rVB 1713282 2496493 59.28% 5.182%
28 14.321 1922 1927 1930 rBV5 5322 6417 0.15% 0.013%
29 14.410 1936 1942 1950 rBV 1232277 1786997 42.43% 3.709%
30 14.604 1969 1975 1998 rBV 617515 912237 21.66% 1.893%

31 14.774 2000 2004 2009 rBV6 2700 4815 0.11% 0.010%
32 14.827 2009 2013 2021 rBV3 24130 33478 0.79% 0.069%
33 15.221 2076 2080 2084 rBV3 5849 9305 0.22% 0.019%
34 15.274 2086 2089 2094 rVB3 7322 10044 0.24% 0.021%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 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_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

35 15.404 2104 2111 2119 rVV 2168003 3012457 71.53% 6.253%

36 15.521 2125 2131 2143 rBV 559158 769740 18.28% 1.598%

37 15.645 2148 2152 2156 rVvV 21715 28583 0.68% 0.059%
38 15.968 2202 2207 2210 rBv4 4017 5908 0.14% 0.012%
39 16.021 2213 2216 2220 rBvV4 4057 4846 0.12% 0.010%
40 16.133 2231 2235 2238 rVV3 5431 7782 0.18% 0.016%
41 16.186 2241 2244 2247 rVB2 6308 8457 0.20% 0.018%
42 16.304 2261 2264 2268 rVB3 3880 5440 0.13% 0.011%
43 16.398 2277 2280 2285 rBV3 4394 5660 0.13% 0.012%
44 16.562 2300 2308 2311 rBV4 7880 11678 0.28% 0.024%
45 16.880 2357 2362 2364 rBV4 2617 4505 0.11% 0.009%
46 16.921 2366 2369 2372 rVV2 7571 11965 0.28% 0.025%
47 16.957 2373 2375 2381 rVB5 7644 11133 0.26% 0.023%

48 17.151 2402 2408 2414 rBV2 1450207 2004286 47.59% 4._.160%
49 17.251 2418 2425 2435 rVV 2248097 3086047 73.28% 6.405%

50 17.321 2435 2437 2448 rVB9 6082 11523 0.27% 0.024%
51 17.439 2453 2457 2461 rBV 37226 44440 1.06% 0.092%
52 17.492 2461 2466 2470 rVvV 78712 88568 2.10% 0.184%
53 17.539 2470 2474 2479 rVB4 5879 10166 0.24% 0.021%
54 17.656 2490 2494 2498 rBV7 4785 7882 0.19% 0.016%
55 17.915 2534 2538 2544 rBV6 8258 15798 0.38% 0.033%
56 18.051 2556 2561 2569 rBV 185472 267986 6.36% 0.556%
57 18.351 2608 2612 2614 rBV4 6839 9433 0.22% 0.020%
58 18.380 2615 2617 2621 rVB4 9016 12090 0.29% 0.025%
59 18.486 2631 2635 2638 rBv4 12816 13618 0.32% 0.028%
60 18.762 2678 2682 2685 rBV 37789 41648 0.99% 0.086%
61 18.803 2685 2689 2693 rVV 78882 93424 2.22% 0.194%
62 18.986 2717 2720 2724 rBV5 7788 10695 0.25% 0.022%
63 19.180 2749 2753 2756 rBV 30046 40727 0.97% 0.085%
64 19.209 2756 2758 2765 rVB4 19003 27247 0.65% 0.057%
65 19.333 2774 2779 2789 rBV 131453 192226 4._56% 0.399%
66 19.433 2793 2796 2801 rVB 19600 26832 0.64% 0.056%
67 19.545 2809 2815 2821 rBV 2849514 3753210 89.12% 7.790%
68 19.609 2822 2826 2830 rVB2 32715 45315 1.08% 0.094%

69 19.886 2869 2873 2876 rBV 582173 653048 15.51% 1.355%
70 19.927 2876 2880 2885 rVB 1289179 1373767 32.62% 2.851%

71 20.097 2907 2909 2913 rVB2 17404 18173 0.43% 0.038%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 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_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

72 20.862 3035 3039 3042 rBvV 330979 362155 8.60% 0.752%
73 20.897 3042 3045 3049 rVB 681103 712867 16.93% 1.480%
74 21.056 3068 3072 3080 rBV 191067 280892 6.67% 0.583%
75 21.333 3114 3119 3126 rBV 1877921 2410412 57.23% 5.003%

76 21.733 3184 3187 3190 rBV 231416 280454 6.66% 0.582%
77 21.762 3190 3192 3197 rVB 365086 406841 9.66% 0.844%
78 21.933 3218 3221 3232 rBV2 97053 158927 3.77% 0.330%
79 22.668 3343 3346 3349 rBV2 140563 181316 4_.31% 0.376%
80 22.709 3349 3353 3361 rVB 315583 450131 10.69% 0.934%

81 23.444 3472 3478 3494 rVB 2250994 4211594 100.00% 8.742%
82 23.586 3496 3502 3517 rVB 1362722 2612840 62.04% 5.423%

Sum of corrected areas: 48178604
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-

BMO92719MA .M

Abundance TIC: BM023049.D
2500000
2000000
1500000
1000000
731 8.48 10.19 10,560
6.95 777 8.03
7.11 i 9.65
500000
oL 325 3.98 4.92 6.7 85 9.37A9.89 11,011.36
e B R e B T R o I e R e e s =
Time--> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM023049.D
19,54
2500000
15.40 17.25
2000000
14.10
17.15
1500000 13.82 19.93
14.41
1000000
14.60 552 19)89
500000 18.87
13.63 18.05 19, 3}
oL 1216 12691308324 L aage s w2 5.643@@@56@&@@57.%%@%@9@@J 61 |l[20.10
e e e e R e e e e e e e
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: BM023049.D
23.44
2500000
21.33
2000000
P3.59
1500000
1000000f 0 o0
21.76 22.71 U{
21 22Jp7
20
500000 8 06 53 03 ) .
O e e e e e e
Time--> 21.00 21.50 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 M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Hexanol, 2-ethyl- Concentration Rank 9

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

7.85 2.46 ng/ul 119773 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56

Abundance Scan 827 (7.851 min): BM023049.D (-821) (-) m/z 57.10 100.00%
57
5000 a1
| e 7.60 7.80 8.00 8.20
98 : : : :
o ...-.-,..||-..,-|!...',..1?2.,....,....,....,....,210.7.. m/z 41.10 38.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 7.60 7.80 8.00 8.20
29 70 g3 m/z 43.10 32.72%
0! 18 d L %8 1%2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl-
57
7.60 7.80 8.00 8.20
5000 a1 m/z 55.10 26 .74%
29
‘ 70 83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873: Heptane, l,l'-OXybiS- TTT T T ln| LN L N B
57 7.60 7.80 8.00 8.20

m/z 70.10 21.81%

5000
70

97
45 “ d‘ 83 T 117129 171

e e N S

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Ethylhexyl mercaptoacetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.63  3.95 ng/ul 352720  Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Ethvihexvl mercaptoacetate 204 C10H2002S 007659-86-1 86

050448-95-8 64
000103-44-6 53
1000357-85-7 50
1000309-17-5 50

2 Propanoic acid. 3-mercapto-. 2-e... 218 C11H2202S
3 Heptane. 3-T(ethenvloxv)methvll- 156 C10H200
4 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803
5 Sulfurous acid, butyl octyl ester 250 C12H2603S

Abundance Scan 1809 (13.627 min): BM023049.D (-1804) (-) m/z 57.10 100.00%
57
43 71
5000
112 Trrrrprrrryrrrrrprrrrrrrr
83 o7 | 145 13.40 13.60 13.80 14.00
0 e | M7z 71.10 66.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63704: 2-Ethylhexyl mercaptoacetate
57
43 n
5000 LA L L L L L LB
13.40 13.60 13.80 14. 00
29 a3 112 m/z 43.10 63.62%
o 15 97 129 145157 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75457: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester
57 71
43
13.40 13.60 13.80 14.00
5000 112 m/z 41.10 45_11%
89
29
NI T 1oﬂ\‘ 129 145 161 175 189200 218
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28319: Heptane, 3-[(ethenyloxy)methyl]-
43 57 13.40 13.60 13.80 14.00
m/z 55.10 32.96%
71
5000
29
83
141
PTG i< N S | VU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.05 2.67 ng/ul 267986 Phenanthrene-d10 17.15
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 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 2561 (18.051 min): BM023049.D (-2556) (-) m/z 73.10 100.00%
43 go B
5000 129
213 ) e
143157171185, o0 256 17.80 18.00 18.20 18.40
0 m/z 43.05 84 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 L BURILN BN SO B
17.80 18.00 18.20 18.40
m/z 60.00 82 .50%
| ,JJ 143157171185199213
Ot
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
48 60 783
AR AN AR AR B
17.80 18.00 18.20 18.40
5000 29 256 m/z 55.10 70.13%
21
0 T | I‘l T I‘i‘l‘l I\\l\\ I‘l‘l‘l | 143157 171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid RN e R e
60 78 17.80 18.00 18.20 18.40
m/z 57.05 67.77%
43
5000
129
29 ‘ . 1s 171185 214
0 ..1.5,.@..‘,\.‘... )L T..?ﬂ??...,....,.l.?? 198 L ) e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-01 Concentration Rank 3

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

19.89 5.42 ng/ul 653048 Chrysene-di12 21.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2-(Cacetvloxv)-1... 470 C27H5006 055429-68-0 27
2 Lauric anhvdride 382 C24H4603 000645-66-9 27
3 Dodecanoic acid. 2.4.5-trichloro... 378 C18H25C1302 1000360-54-9 18

001956-11-2 18
1000345-03-5 16

4 4-Nitrophenvl laurate 321 C18H27NO4
5 Fumaric acid, cyclobutyl isohexy... 254 C14H2204

Abundance Scan 2874 (19.892 min): BM023049.D (-2869) (-) m/z 43.05 100.00%
43
183
5000 159
98
[idzs |l oy s 5 T80 550 2000 7
ol Ak d i Y20 L)) 207297 295 2% 855 | "m/z 183.20  72.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43
159
5000 LA L L L L L LB BB
71 19. 60 19.80 20.00 20.20
m/z 159.00 49 .01%
0 .='. - iy | 10100 227 260795 %67 410
m/z--> 150 200 250 300 350 400
Abundance #203643: Lauric anhydride
183
e Rm RS
19.60 19.80 20.00 20.20
5000 m/z 57.10 34.40%
43
129
Al Ht 25 | ooz
m/z--> 100 150 200 250 300 350 400
Abundance #201355: Dodecanoic acid, 2,4,5-trichloropheny! ester
183 19.60 19.80 20.00 20.20
m/z 98.10 31.38%
5000 57
85
109
NI e S I AU |
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.93 11.40 ng/ul 1373770 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-(Chv... 274 C15H3004 001678-45-1 35
2 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 22
3 3.5-Di-0-acetvl-1.4-anhvdro-2-0-... 232 C10H1606 1000357-23-2 12
4 1.2-Dicarbadodecaborane(12). 1-h... 230 C8H24B10 020740-05-0 10
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 9
Abundance Scan 2881 (19.933 min): BM023049.D (-2876) (-) m/z 43.10 100.00%
a3
183
5000 159
9|8 s o0 700 o
227 : : : :
Ol rrrrd ...| di - 85| A L A0rear 25 285 3L Tnsz 183.20 53.53%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
48 183
5000 NN U SN SUGN UL
201 19.60 19.80 20.00 20.20
243 m/z 159.10 49.97%
0 18 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropy! ester
4 98 183
10.60 19.80 20.00 20.20
5000 m/z 98.10 24.85%
201
243
o 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #87034: 3,5-Di-O-acetyl-1,4-anhydro-2-O-methyl-D-ribitol T
43 19.60 19.80 20.00 20.20
m/z 158.05 23.08%
85 141
5000 159
‘ ‘ 111
0 ””H\I” ”\Illllwllli”””\”\”” T VA —T A S— —T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Myristin, 1,3-diaceto-2- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.86 3.00 ng/ul 362155 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 91
2 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
3 Hexadecanoic acid. 2.3-bis(acetyv... 414 C23H4206 055268-70-7 52
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 32
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 30
Abundance Scan 3039 (20.862 min): BM023049.D (-3035) (-) m/z 43.10 100.00%
a3
159 211
5000

71
20.60 20.80 21.00 21.20
ﬁ 283 313
oLl 242 342 m/z 159.10 55.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205565: Myristin, 1,3-diaceto-2-
43
5000 159 211 TT T[T T T T[T rtrprrrrrrm
20.60 20.80 21.00 21.20
- m/z 211.20 52.61%
0 .'l.' |ﬂ" 242 283 313
m/z--> 50 100 150 200 250 300 350 400
Abundance #205566: Myristin, 2,3-diaceto-1-
43
20.60 20.80 21.00 21.20
5000 15 . m/z 57.10 32.87%
98
‘ 71
dbbllid s Lgms | oo s
m/z--> 50 100 150 200 250 300 350 400
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester T T T T
43 159 20.60 20.80 21.00 21.20
m/z 98.10 32.72%
98
5000 299
69
26
LU ,,Jilﬁ.x,.llh.. hosowa | oo o v 0 Ml
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Myristin, 2,3-diaceto-1- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 5.91 ng/ul 712867 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 74
2 Mvristin., 2.3-diaceto-1- 386 C21H3806 014473-55-3 72
3 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 43
4 Pvridine. 1.2.3.6-tetrahvdro-4-p... 159 C11H13N 010338-69-9 22
5 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 14
Abundance Scan 3045 (20.897 min): BM023049.D (-3042) (-) m/z 43.10 100.00%
a3
159
5000 211
20.60 20.80 21.00 21.20
oL “ L, L oo, | pes | om 283 w6 3w 4z | eo 08 s o8
m/z--> 150 200 250 300 350 400
Abundance #205565: Myristin, 1,3-diaceto-2-
a3
5000 159 211 R LA UL IRV
20.60 20.80 21.00 21.20
71 m/z 211.20 38.77%
ol H, 242 283 313
m/z--> 50 100 150 200 250 300 350 400
Abundance #205566: Myristin, 2,3-diaceto-1-
43
20,60 20.80 21.00 21.20
5000 159 211 m/z 98.10 27 .10%
o.J..Hw |26 | 85 | 20 3
m/z--> 100 150 200 250 300 350 400
Abundance #217217. Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester R e e Eana ,{‘r. T
43 159 20.60 20.80 21.00 21.20
m/z 158.00 21.06%
98
5000 230
69
o JL[}?G \ {;85 213 | 269 310 355
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.06 2.33 ng/ul 280892 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87

Abundance Scan 3073 (21.062 min): BM023049.D (-3068) (-) m/z 57.10 100.00%

83
- AJM

20.80 21. 00 21 20 21. 40

139 167 207 253 281 35
obrrrd 3% m/z 43.05 76.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
5000

20.80 21.00 21.20 21.40
29 11 m/z 55.10 60.08%

196
0 139 168 227 eg
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57

97 TT T[T T[Tt rtr[rrrrprrom—
20.80 21.00 21.20 21.40
5000 m/z 71.10 59.54%
125
29 169
oL \L | . | 196224252 297 448
— et et e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecy! ester T LI I e o o o
57 2080 21. 00 21 20 21. 40
97 m/z 83.10 52.35%
5000
125
29
o 141 |) 198 182 224 252 297 398
,, A L e o e o o e I
m/z--> 50 100 150 200 250 300 350 400 450 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.73 2.33 ng/ul 280454 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 91
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 72
3 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 35
4 2.5-Difluorobenzoic acid. octade... 410 C25H40F202 1000338-81-7 27
5 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 27
Abundance Scan 3187 (21.733 min): BM023049.D (-3184) (-) m/z 43.05 100.00%
43
159
5000
71 og 239
137 32 21.40 21.60 21.80 22.00
ol T LfR09 | 2me B a5 SoTHEg 05 55.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
5000 LA SN SRR
150 21.40 21.60 21.80 22.00
0
|71 98 239 m/z 57.10 55.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159
43
98 2140 21.60 21.80 22.00
5000 m/z 71.10 35.69%
239
69
o L‘ 26 85 213 | 269 310 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth... L e B
43 21.40 21.60 21.80 22.00
159 m/z 239.20 34.02%
5000
0 e
m/z--> 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.76 3.38 ng/ul 406841 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 91
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 43
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 27
4 2.5-Difluorobenzoic acid. octvl ... 270 C15H20F202 1000338-80-7 25
5 2,4-Difluorobenzoic acid, pentad... 368 C22H34F202 1000338-79-3 22
Abundance Scan 3192 (21.762 min): BM023049.D (-3190) (-) m/z 43.10 100.00%
a3
159
5000
98 239
69 l 21.40 21.60 21.80 22.00
26 207 311
ol ,u. 4 .Jl.J,IJJﬂ A [RES207 | 260 S 354 4% 77 159.05  64.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 189
98
5000 L DN BRI SN B
69 239 21.40 21.60 21.80 22.00
m/z 98.10 28.22%
N 26 | | 185 213 | 269 310 35
m/z--> 50 100 150 200 250 300 350 400
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
21.40 21.60 21.80 22.00
5000 m/z 239.20 25.37%
159
\71 98 ’ 239
ol b gz | as | amoso
m/z--> 50 100 150 200 250 300 350 400
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester e m ."{\, Emam
43 21.40 21.60 21.80 22.00
m/z 158.00 19.60%
5000 159
98
73
oL .,‘.&H.ﬂ.ﬂ,ﬂ%?.,. assoaws 25 e L
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023049.D

Aca On : 08 Oct 2019 17:23

Operator :© JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-03 Concentration Rank 5

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

22.71 3.45 ng/ul 450131 Perylene-di12 23.59

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 2.3-bis(acety... 414 C23H4206 055268-70-7 46

2 DiethvImalonic acid. monochlorid... 336 C15H16CIF303 1000368-40-8 43

3 5-Amino-1-phenvilpvrazole 159 C9HON3 000826-85-7 37

4 2.4-Difluorobenzoic acid. tetrad... 354 C21H32F202 1000338-79-2 35

5 1,3-Benzenediol, 0-(2,3,4-triflu... 268 C13H7F303 1000345-57-1 35
Abundance Scan 3353 (22.709 min): BM023049.D (-3349) (-) m/z 43.10 100.00%

159
5000
98

267

69 22140 22,60 2280 2300 |
26 85 227 297 339 382
0! 430 489 m/z 159.05 79.32%

mz-> 0 50 100 150 200 250 300 350 400 450
43 139
98
5000

Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
239 22.40 22.60 22.80 23.00

m/z 98.10 28 .52%

o 26 185213 l 269 310 355
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173618: Diethylmalonic acid, monochloride, 4-trifluoromet...
159

22.40 22.60 22.80 23.00
5000 m/z 57.10 24 .09%

98
41 89
U127 | 1ss 227253 301
....,.”.,....,...,...w....,.”.,....,”..,...w
mz-> 0 50 100 150 200 250 300 350 400 450

(=)

Abundance #30676: 5-Amino-1-phenylpyrazole e T
159 22. 40 22. 60 22. 80 23 00
m/z 117.00 20.43%
5000
77
51 { Jl04131
0 27. k ik, L ud L
L e

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

22. 40 22. 60 22. 80 23 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100819\
Data File : BM023049.D

Acq On : 08 Oct 2019 17:23

Operator : JU

Sample : K5056-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Hexanol, 2-ethyl- 7.85 2.5 ng/ul 119773 1 7.77 972400 20.0
2-Ethylhexyl merc... 13.63 4.0 ng/ul 352720 3 14.41 1787000 20.0
n-Hexadecanoic acid 18.05 2.7 ng/ul 267986 4 17.15 2004290 20.0
unknown-01 19.89 5.4 ng/ul 653048 5 21.33 2410410 20.0
unknown-02 19.93 11.4 ng/ul 1373770 5 21.33 2410410 20.0
Myristin, 1,3-dia... 20.86 3.0 ng/ul 362155 5 21.33 2410410 20.0
Myristin, 2,3-dia... 20.90 5.9 ng/ul 712867 5 21.33 2410410 20.0
Ethanol, 2-(tetra... 21.06 2.3 ng/ul 280892 5 21.33 2410410 20.0
Hexadecanoic acid... 21.73 2.3 ng/ul 280454 5 21.33 2410410 20.0
Hexadecanoic acid... 21.76 3.4 ng/ul 406841 5 21.33 2410410 20.0
unknown-03 22.71 3.5 ng/ul 450131 6 23.59 2612840 20.0
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