LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 54 rvVB 60674 82959 1.33% 0.126%
2 3.899 153 155 163 rVB6 5274 8151 0.13% 0.012%
3 3.987 166 170 174 rVB 8586 11150 0.18% 0.017%
4 4.205 204 207 212 rVB3 4805 6360 0.10% 0.010%
5 6.775 640 644 652 rBV5 4027 6788 0.11% 0.010%
6 6.940 665 672 691 rBY 1030198 1762353 28.22% 2.682%
7 7.110 694 701 719 rBV 787555 1275994 20.43% 1.942%
8 7.310 727 735 745 rBVY 1096010 1733636 27.76% 2.639%
9 7.775 807 814 822 rBV 796447 1224864 19.61% 1.864%
10 7.846 822 826 833 rVB 31111 48376 0.77% 0.074%

11 8.481 927 934 947 rBV 1251300 2044096 32.73% 3.111%
12 8.928 998 1010 1021 rBV 986882 1614905 25.86% 2.458%

13 9.369 1081 1085 1091 rVB 13572 19059 0.31% 0.029%
14 9.645 1125 1132 1146 rBV 810002 1314866 21.05% 2.001%
15 9.887 1168 1173 1183 rBV 35033 60922 0.98% 0.093%
16 10.075 1200 1205 1210 rBV3 5596 9731 0.16% 0.015%

17 10.187 1216 1224 1235 rBV 1265853 2130049 34.10% 3.242%
18 10.563 1280 1288 1295 rBV 1060765 1742576 27.90% 2.652%
19 10.698 1302 1311 1328 rBV 1220332 2096027 33.56% 3.190%

20 11.075 1370 1375 1386 rBV 13672 34443 0.55% 0.052%
21 12.151 1550 1558 1565 rBV2 17635 28167 0.45% 0.043%
22 12.686 1643 1649 1658 rBV 23799 37955 0.61% 0.058%
23 13.028 1703 1707 1710 rBV2 4567 6248 0.10% 0.010%
24 13.251 1740 1745 1750 rVB3 5064 7450 0.12% 0.011%
25 13.633 1805 1810 1817 rBV 64780 87054 1.39% 0.132%

26 13.822 1834 1842 1846 rBV 2086345 2818857 45.13% 4._.290%
27 13.869 1846 1850 1855 rVB 378925 509897 8.16% 0.776%
28 14.104 1880 1890 1900 rBV 2612041 3692852 59.13% 5.621%
29 14.316 1922 1926 1932 rVB3 6626 10950 0.18% 0.017%
30 14.410 1936 1942 1949 rVV 1521939 2231815 35.73% 3.397%

31 14.604 1968 1975 1994 rBV 957886 1393593 22.31% 2.121%
32 14.839 2009 2015 2029 rBV 198644 300808 4.82% 0.458%
33 15.216 2076 2079 2085 rBV2 7254 11910 0.19% 0.018%
34 15.274 2085 2089 2094 rVB3 10474 14435 0.23% 0.022%

SOM-EPA-BM092719MA_.M Wed Oct 09 18:35:26 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 2122 rBV 3203356 4400786 70.46% 6.698%

36 15.522 2124 2131 2143 rBV 849644 1188014 19.02% 1.808%

37 15.645 2147 2152 2156 rBV 31945 43705 0.70% 0.067%
38 16.133 2230 2235 2238 rBV2 9475 12883 0.21% 0.020%
39 16.186 2241 2244 2248 rVB3 9489 12962 0.21% 0.020%
40 16.557 2301 2307 2314 rBVY 54547 78968 1.26% 0.120%
41 16.921 2365 2369 2383 rVB3 10059 22413 0.36% 0.034%

42 17.151 2402 2408 2418 rVV2 1821560 2495251 39.95% 3.798%
43 17.251 2418 2425 2435 rVV 3285846 4540860 72.70% 6.911%

44 17.321 2435 2437 2444 rVB6 7532 13088 0.21% 0.020%
45 17.439 2454 2457 2462 rBVY 5670 6336 0.10% 0.010%
46 17.539 2468 2474 2484 rBV6 19232 36199 0.58% 0.055%
47 17.657 2491 2494 2500 rBV 7731 9512 0.15% 0.014%
48 17.915 2535 2538 2545 rBV5 7652 13003 0.21% 0.020%
49 17.986 2547 2550 2553 rVB3 7359 9367 0.15% 0.014%
50 18.051 2555 2561 2571 rBV 366540 526496 8.43% 0.801%
51 18.345 2609 2611 2615 rBV3 7612 11674 0.19% 0.018%
52 18.480 2631 2634 2637 rVB5 19767 21477 0.34% 0.033%
53 18.757 2677 2681 2685 rBV3 15242 17151 0.27% 0.026%
54 18.804 2685 2689 2692 rBV 22192 26734 0.43% 0.041%
55 18.945 2711 2713 2716 rVVv4 7366 7863 0.13% 0.012%
56 18.980 2717 2719 2725 rVB3 13024 17213 0.28% 0.026%
57 19.180 2748 2753 2756 rBV 47825 68344 1.09% 0.104%
58 19.204 2756 2757 2761 rVB2 14625 17369 0.28% 0.026%
59 19.327 2774 2778 2788 rBV 129887 202974 3.25% 0.309%
60 19.427 2792 2795 2800 rVB 31145 45156 0.72% 0.069%

61 19.545 2809 2815 2821 rBV 4127330 5545197 88.78% 8.440%
62 19.604 2821 2825 2831 rVB2 60851 93378 1.50% 0.142%
63 19.886 2868 2873 2876 rBV 637197 672200 10.76% 1.023%
64 19.921 2876 2879 2884 rVB 1010843 1080354 17.30% 1.644%

65 20.068 2900 2904 2906 rBvV4 16746 25177 0.40% 0.038%
66 20.098 2906 2909 2913 rVB 36338 38203 0.61% 0.058%
67 20.592 2990 2993 2996 rBV 50840 54375 0.87% 0.083%

68 20.862 3035 3039 3041 rBV 309078 333745 5.34% 0.508%
69 20.892 3041 3044 3050 rVB 513510 537664 8.61% 0.818%
70 21.051 3067 3071 3081 rBV 622249 874488 14.00% 1.331%
71 21.333 3114 3119 3125 rBV 2420269 2937343 47.03% 4.471%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 21.492 3143 3146 3150 rBV 129607 133359 2.14% 0.203%
73 21.733 3183 3187 3189 rBV 195528 227464 3.64% 0.346%
74 21.762 3189 3192 3198 rVB 281158 309924 4._.96% 0.472%
75 21.927 3217 3220 3231 rBV2 153738 260500 4_.17% 0.396%

76 22.392 3296 3299 3304 rBV 162001 203642 3.26% 0.310%
77 22.662 3342 3345 3348 rBV 132460 174671 2.80% 0.266%
78 22.703 3349 3352 3359 rVB 233770 309704 4._.96% 0.471%
79 22.909 3383 3387 3392 rVB 178048 250369 4.01% 0.381%
80 23.445 3471 3478 3490 rVB 3330388 6245763 100.00% 9.506%

81 23.586 3495 3502 3513 rVB 1726987 3168691 50.73% 4.823%

Sum of corrected areas: 65701305
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM100819\

BM023052.D

08 Oct 2019 19:11

Ju

K5056-19

19 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM023052.D
4000000
3000000
2000000
8.48 10.19
6.94 7.31 8.93 10:.%).70
1000000 7.11 7.77 9.65
0[ 3,25 330920 6.7 J\ .85 9.37 Aa%. 11.07
T e e T L el B B g e
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM023052.D
4000000 1954
15.40 17.25
3000000
14.10
13.82
2000000 17.15
14.41
19.92
1000000 14.60 5.52
1989
18.87 18.05
14.84 1923l
oL 1215 12.6913.a8.25 13,63 14, 1 5.65 186189 16.56 16.92||1 mmm@smmm D
e e ma L L 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: BM023052.D
4000000
23.44
3000000
21.33
P3.59
2000000
1000000 05
2 #2001
20 o1 Blifkos 2239566,
e T o o o S o o
Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 2500 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : 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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.70 ng/ul 300808 Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2015 (14.839 min): BM023052.D (-2009) (-) m/z 73.00 100.00%
60 73
43
5000
85 129 157
L#LL o7 15 1 13 | m 200 14.60 14.80 15.00 15.20
0 m/z 60.00 88.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 L B BULRLIL UL B
a5 129 157 1460 14.80 15.00 15 20
29 115 m/z 43.10 66.18%
\| 101 143 171 200
oL 15 JL,=|IF, 183
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60
14.60 14.80 15.00 15.20
5000 43 129 m/z 41.10 60.74%
1s 157
101
143 171 200
0...,...w....... ..,... .m.qﬂ..ﬂ,.ﬂuﬁqq..}.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61117. Dodecanoic acid R RS Ly pe e
60 73 14.60 14.80 15.00 15.20
43 m/z 55.10 54 _.38%
5000
129
29 85 101 157 200
143 171
0 ol ol Ll N ‘M..‘,...ﬂQQ..,.
m/z--> 200 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.05 4.22 ng/ul 526496 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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2561 (18.051 min): BM023052.D (-2555) (-) m/z 73.05 100.00%

43 g9 7B
5000
129
97 213 R RSSO
L5 1 43157171185 199 | 557 256 17.80 18.00 18.20 18.40
01 m/z 43.05 85.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

17.80 18.00 18.20 18.40
m/z 60.00 83.00%

213
143 157171 185 199

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

Abundance #107548: n-Hexadecanoic acid
43 60 73
17.80 18.00 18.20 18.40
5000{ 29 256 m/z 57.10 68.06%
129
157 171 185 213
ol Ll AL L Mw i 1 | 2o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78 17.80 18.00 18.20 18.40
2 m/z 41.05 67.75%
5000 129
29 7 185 228
9 115 | 143 171 ‘
0 I\‘ l, ||T| ke 15? 19213 | N
llllllllllllllllllllllllllllllllllllllll TTTT [T T T[T _l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_
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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.89 4.58 ng/ul 672200 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lauric anhvdride 382 C24H4603 000645-66-9 35
2 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 27
3 Fumaric acid. hexvl 2-octvl ester 312 C18H3204 1000339-16-6 25
4 4-Nitrophenvl laurate 321 C18H27N04 001956-11-2 25
5 Dodecanoic acid, pentafluorophen... 366 C18H23F502 1000360-54-1 22
Abundance Scan 2874 (19.892 min): BM023052.D (-2868) (-) m/z 43.10 100.00%
P 183
159
5000
98
l 7|.1 126 207227 255 285 355 19.60 19.80 20.00 20.20
ol b b JB28 | L) 207287 295 B 385 "m/z 183.20  79.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #203643: Lauric anhydride
183
5000
43 19.60 19.80 20.00 20.20
73 98 m/z 159.10 53.22%
o ﬂ[ 129 157 219242 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43
159 U SR UL B
98 19.60 19.80 20.00 20.20
5000 m/z 57.05 34 .63%
71
oL L. 25 | 179109 227 269 295 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #154549: Fumaric acid, hexyl 2-octyl ester
183 19.60 19.80 20.00 20.20
m/z 98.10 32.09%
5000
112
43 5
211
ol 164 M M, Wowo | [L S
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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.92 7.36 ng/ul 1080350 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-Chy... 274 C15H3004 001678-45-1 35
2 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 22
3 3.5-Di-0O-acetvl-1.4-anhvdro-2-0-... 232 C10H1606 1000357-23-2 17
4 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 12
5 Acetic acid, 6-iodo-9-oxabicyclo... 310 C10H15103 1000190-80-0 9
Abundance Scan 2879 (19.921 min): BM023052.D (-2876) (-) m/z 43.10 100.00%
4B
5000 159 183
98
19.60 19.80 20.00 20.20
oL, .4 '.ﬂ|ll Al 135, L A 201 227 295 285 355 n/7 183.20  39.87%
m/z--> 50 100 150 200 250 300 350
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
4B 183
5000 AR AU U
201 19.60 19.80 20.00 20.20
243 m/z 159.05 39.82%
0 18 274
m/z--> 50 100 150 200 250 300 350
Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropy! ester
4 98 183
74 RN A UL B
19.60 19.80 20.00 20.20
5000 m/z 98.05 23.26%
134 201
| L
o 2 | \H\”LL .“ H ‘. . IJL | .‘. i .‘ |2|7‘:' i — i
m/z--> 100 150 200 250 300 350
Abundance #87034. 3,5-Di-O-acetyl-1,4-anhydro-2-O-methyl-D-ribitol
48 19.60 19.80 20.00 20.20
m/z 57.10 18.41%
85 141
5000 159
‘ ‘ 117
OIII\HI\I‘IMI\JI‘!‘I\‘I:I\ ———r ——r— ——— ——r— :
m/z--> 50 100 150 200 250 300 350 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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 Myristin, 2,3-diaceto-1- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.27 ng/ul 333745 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin, 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 91
3 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 49
4 6.7-Dihvdro-2-dimethvlamino-8-me... 211 C8H13N502 079845-30-0 22
5 2,5-Difluorobenzoic acid, decyl ... 298 C17H24F202 1000338-80-9 22
Abundance Scan 3039 (20.862 min): BM023052.D (-3035) (-) m/z 43.10 100.00%
a3
159 211
5000
98
ln 20.60 20.80 21.00 21.20
26 : : :
oL L .J.l, 20\ 385 | 241 283 313342 429 777159 05 56.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205566: Myristin, 2,3-diaceto-1-
a3
5000 159 211 LA UL SR SUNILE IR
20.60 20.80 21.00 21.20
71 m/z 211.15 55.03%
ol 1, ﬂ, 242 283 313
m/z--> 50 100 150 200 250 300 350 400
Abundance #205565: Myristin, 1,3-diaceto-2-
43
20,60 20.80 21.00 21.20
5000 159 211 m/z 98.10 33.69%
98
‘71
0 \J \‘\ LM A | ‘l ?6 \185 | 242 283 3].'3
m/z--> 50 100 150 200 250 300 350 400
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159 20.60 20.80 21.00 21.20
m/z 57.10 32.92%
98
5000 230
69
o Ll Mﬁ?ﬁ | | 185213 | 260 310 355
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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 5
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.66 ng/ul 537664 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 68
2 Mvristin., 2.3-diaceto-1- 386 C21H3806 014473-55-3 64
3 4.5.6-Trimethvltetrahvdro-1.3-o0ox... 159 C7H13NOS 085333-98-8 22
4 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 12
5 Thioacetic acid, S-(5-acetylthio... 234 C9H1403S2 1000185-15-4 10
Abundance Scan 3044 (20.892 min): BM023052.D (-3041) (-) m/z 43.10 100.00%
43
5000 159
69 j ‘ 20.60 20.80 21.00 21.20
ol d Ll hdes, |pes [ on 23 sisen a0 ot esI0 56, 05y
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #205565: Myristin, 1,3-diaceto-2-
43
5000 159 211 L LA UL UGN AR
20.60 20.80 21.00 21.20
7 m/z 211.20 29.83%
N ”, 242 283 313
m/z--> 0 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 98.05 25.14%
98
‘71
- ‘.',‘w”.ux.\,x.iﬂl.??.,..\1.8?,...2?2..2?? K
mz-> 0 50 100 150 200 250 300 350 400
Abundance #30621: 4,5,6-Trimethyltetrahydro-1,3-oxazine-2-thione
43 20.60 20.80 21.00 21.20
m/z 57.10 20.07%
159
5000
ool S |
m/z-> 0 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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.05 5.95 ng/ul 874488 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 3071 (21.051 min): BM023052.D (-3067) (-) m/z 57.10 100.00%
5000
111
3 139 207 20.80 21.00 21.20 21.40
ol t—‘“-l i 410, 168180207204 250 281 343 m/z 43.05 89.04%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
69
97
5000
20.80 21.00 21.20 21.40
125 m/z 55.10 82.22%
0 2 iy L Ly 1§3 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
20.80 21.00 21.20 21.40
5000 m/z 83.10 79.74%
111
o 2% IRE h i L139 167 196 224 250 279 308 336
m/z--> 50 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57 20.80 21.00 21.20 21.40
m/z 69.10 71.88%
5000
0 \ J\ 11?91]?7 196 222 266 29\4 322340
m/z--> §o 200 250 300 350 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 : BM023052.D

Aca On : 08 Oct 2019 19:11

Operator :© JU

Sample : K5056-19

Misc :

ALS Vial : 19 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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.11 ng/ul 309924 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 52
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 38
3 Benzenesulfonamide. 2.4-dichloro... 239 C7H7CI2N0O2S 1000277-29-3 27
4 Eicosanoic acid. 2-(Cacetvloxv)-1... 470 C27H5006 055429-68-0 22
5 2,5-Difluorobenzoic acid, decyl ... 298 C17H24F202 1000338-80-9 16
Abundance Scan 3192 (21.762 min): BM023052.D (-3189) (-) m/z 43.10 100.00%
a3
159
5000
98 239
69 L \ 21,40 21.60 21.80 22.00
207 281 311 : : : :
ol ,lLi.ll.l.',Ji.?.G.l, L2074 28150 384 401429 489 | 07089 05 68.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 189
98
5000 LN BRI SIS BRI
69 239 21.40 21.60 21.80 22.00
m/z 98.10 27 .55%
o 26 85213 | 269 310 355
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
21.40 21.60 21.80 22.00
5000 m/z 239.20 27 .21%
159
H7l 98 1 239
oLl |, 3] sose
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #93331: Benzenesulfonamide, 2,4-dichloro-3-methyl- R e A
159 239 21.40 21.60 21.80 22.00
123 m/z 158.00 20.32%
5000 85
es 207“
39
0 IleﬁltJLIMIJI\.JJl;IJLII. ...l‘ﬂ.. L S B B B
m/z--> 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100819\
Data File : BM023052.D

Acq On : 08 Oct 2019 19:11

Operator : JU

Sample - K5056-19

Misc :

ALS Vial : 19 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]
Dodecanoic acid 14.84 2.7 ng/ul 300808 3 14.41 2231820 20.0
n-Hexadecanoic acid 18.05 4.2 ng/ul 526496 4 17.15 2495250 20.0
unknown-01 19.89 4.6 ng/ul 672200 5 21.33 2937340 20.0
unknown-02 19.92 7.4 ng/ul 1080350 5 21.33 2937340 20.0
Myristin, 2,3-dia... 20.86 2.3 ng/ul 333745 5 21.33 2937340 20.0
Myristin, 1,3-dia... 20.89 3.7 ng/ul 537664 5 21.33 2937340 20.0
Trichloroacetic a... 21.05 6.0 ng/ul 874488 5 21.33 2937340 20.0
Hexadecanoic acid... 21.76 2.1 ng/ul 309924 5 21.33 2937340 20.0
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