LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ 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 heiaht area % max. total
1 3.122 20 23 36 rvB 39322 65245 2.26% 0.165%
2 3.528 89 92 98 rvB2 15927 23738 0.82% 0.060%
3 3.622 104 108 116 rBvV 83949 115711 4 _.00% 0.293%
4 3.716 117 124 130 rvVB2 28207 57804 2.00% 0.146%
5 3.810 138 140 141 rBvV 5985 3361 0.12% 0.008%
6 4.157 196 199 203 rBv3 10562 17232 0.60% 0.044%
7 4.363 231 234 242 rBV2 12084 19088 0.66% 0.048%
8 4.563 264 268 270 rBv4 2574 3748 0.13% 0.009%
9 4.710 289 293 299 rBV 23527 32847 1.14% 0.083%
10 6.651 618 623 628 rVB4 3726 6197 0.21% 0.016%

11 6.757 635 641 662 rBv2 427859 932252 32.24% 2.357%
12 6.922 663 669 688 rvv 353836 638052 22.07% 1.613%
13 7.104 694 700 716 rVB 520866 848601 29.35% 2.145%
14 7.569 772 779 788 rBV 973412 1520016 52.57% 3.842%

15 7.628 788 789 793 rvVvB2 7106 6521 0.23% 0.016%
16 8.287 895 901 915 rBvV 438090 811127 28.05% 2.050%
17 8.410 919 922 930 rVB3 9723 17746 0.61% 0.045%
18 8.740 971 978 990 rBV 459076 777820 26.90% 1.966%
19 8.887 1000 1003 1008 rvVB5 10109 13501 0.47% 0.034%
20 9.063 1027 1033 1037 rBvV 19393 27863 0.96% 0.070%
21 9.134 1040 1045 1049 rBV3 1766 3377 0.12% 0.009%
22 9.451 1092 1099 1116 rBV 359853 634307 21.94% 1.603%
23 9.704 1137 1142 1149 rBV5 17131 41139 1.42% 0.104%

24 9.986 1183 1190 1213 rBV 497274 984477 34.05% 2.489%
25 10.345 1244 1251 1265 rBV 1308509 2168903 75.02% 5.483%

26 10.522 1274 1281 1300 rBV 210267 531265 18.37% 1.343%

27 10.639 1300 1301 1306 rvVB4 4605 4457 0.15% 0.011%
28 10.798 1321 1328 1330 rBV3 3874 5922 0.20% 0.015%
29 10.933 1343 1351 1352 rBV3 6852 15374 0.53% 0.039%
30 11.539 1452 1454 1459 rBV3 2845 3544 0.12% 0.009%
31 11.763 1489 1492 1495 rVB4 3346 3654 0.13% 0.009%
32 11.880 1509 1512 1515 rBV3 2343 3131 0.11% 0.008%
33 11.951 1520 1524 1532 rVB3 7131 13015 0.45% 0.033%
34 12.510 1615 1619 1623 rBV3 10581 18554 0.64% 0.047%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

35 12.545 1623 1625 1630 rVB4 3357 5156 0.18% 0.013%
36 12.816 1669 1671 1675 rVB3 3464 4005 0.14% 0.010%
37 13.022 1702 1706 1708 rBV3 3435 5355 0.19% 0.014%
38 13.104 1714 1720 1724 rBV5 4830 8185 0.28% 0.021%

39 13.651 1806 1813 1818 rBV 1097919 1507945 52.16% 3.812%
40 13.698 1818 1821 1830 rVB 215141 306144 10.59% 0.774%

41 13.880 1849 1852 1853 rBV2 6560 7458 0.26% 0.019%
42 13.922 1853 1859 1873 rVV 1165971 1716612 59.37% 4 _339%
43 14.110 1885 1891 1894 rBV3 7002 11069 0.38% 0.028%
44 14.233 1905 1912 1931 rVB2 1813076 2846155 98.44% 7.195%
45 14.451 1943 1949 1950 rBV3 2873 4287 0.15% 0.011%

46 14.492 1950 1956 1978 rVVv2 156644 468526 16.20% 1.184%
47 14.657 1979 1984 1998 rVB 95308 165922 5.74% 0.419%

48 14.804 2005 2009 2013 rBV3 2636 5189 0.18% 0.013%
49 15.016 2038 2045 2050 rVB2 25688 39308 1.36% 0.099%
50 15.069 2050 2054 2060 rBV5 11665 14080 0.49% 0.036%
51 15.121 2060 2063 2065 rBV3 2229 2958 0.10% 0.007%
52 15.233 2076 2082 2090 rBV 1552552 2291905 79.27% 5.794%
53 15.298 2090 2093 2098 rVB2 20708 29384 1.02% 0.074%
54 15.386 2103 2108 2116 rVV2 58401 95168 3.29% 0.241%
55 15.474 2116 2123 2127 rVB4 20997 34037 1.18% 0.086%
56 15.574 2135 2140 2142 rVV3 3898 4978 0.17% 0.013%
57 15.610 2142 2146 2148 rVV4 3751 5992 0.21% 0.015%
58 15.633 2148 2150 2155 rVB3 4414 6157 0.21% 0.016%
59 15.792 2171 2177 2183 rBV10 6710 16223 0.56% 0.041%
60 15.933 2198 2201 2207 rVV3 6284 11121 0.38% 0.028%
61 15.992 2207 2211 2212 rVV4 3197 3594 0.12% 0.009%
62 16.021 2212 2216 2220 rVB4 5860 8217 0.28% 0.021%
63 16.127 2231 2234 2239 rVB6 6760 8802 0.30% 0.022%
64 16.186 2242 2244 2249 rVB6 4641 7354 0.25% 0.019%
65 16.286 2256 2261 2262 rVB5 3664 4391 0.15% 0.011%
66 16.392 2275 2279 2285 rBV2 24954 38762 1.34% 0.098%
67 16.539 2301 2304 2308 rVB2 6429 6660 0.23% 0.017%
68 16.592 2310 2313 2316 rBV3 4915 5020 0.17% 0.013%
69 16.733 2333 2337 2338 rBv4 7866 8332 0.29% 0.021%
70 16.898 2362 2365 2370 rVB6 6899 10652 0.37% 0.027%

71 16.992 2374 2381 2391 rBV2 2077461 2891264 100.00% 7.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

72 17.086 2391 2397 2407 rBV2 1464374 2136209 73.88% 5.400%
73 17.274 2424 2429 2434 rBV2 44840 64253 2.22% 0.162%
74 17.327 2434 2438 2442 rVV 43624 62284 2.15% 0.157%
75 17.374 2444 2446 2452 rVB7 12525 20283 0.70% 0.051%
76 17.468 2460 2462 2465 rVB4 9165 9000 0.31% 0.023%
77 17.574 2478 2480 2481 rBV2 7667 5275 0.18% 0.013%
78 17.651 2491 2493 2500 rVB6 10830 14923 0.52% 0.038%
79 17.880 2527 2532 2542 rBV 291403 494015 17.09% 1.249%
80 17.957 2542 2545 2551 rVB 31534 53557 1.85% 0.135%
81 18.168 2578 2581 2586 rVB6 15060 20135 0.70% 0.051%
82 18.598 2650 2654 2658 rBV 87371 97923 3.39% 0.248%

83 18.645 2658 2662 2666 rVvV 134550 149417 5.17% 0.378%
84 19.174 2748 2752 2760 rBV 182053 311672 10.78% 0.788%
85 19.398 2785 2790 2796 rBV 1365789 1891773 65.43% 4.782%

86 19.733 2843 2847 2850 rBV 837945 883460 30.56% 2.233%
87 19.774 2850 2854 2863 rVB 1503173 1634414 56.53% 4.132%
88 20.709 3010 3013 3016 rBV 297615 347760 12.03% 0.879%
89 20.745 3016 3019 3023 rVB 498366 512447 17.72% 1.295%
90 20.898 3042 3045 3052 rVB2 302464 389981 13.49% 0.986%

91 21.198 3091 3096 3101 rBV 1988611 2449588 84.72% 6.192%
92 21.609 3164 3166 3171 rVB 259345 232829 8.05% 0.589%

93 23.262 3441 3447 3454 rVB2 1100848 2086146 72.15% 5.274%
94 23.397 3465 3470 3481 rVB 1416690 2715357 93.92% 6.864%

Sum of corrected areas: 39558657
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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: BM019677.D
2500000

2000000

1500000

10.35

1000000

500000

12 33im atasagn

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019677.D

2500000

16.99
2000000
14.23 19.77

15.23 19.40
1500000 f7.09
13.6%3'92 19173

1000000

500000

’ 17.88 19.17
I : ; ! w17 5
olL1885 1256282320 13 81,1114 /4514, SGE0A3 DA rnends §oamrs o) | W AR 565) (48, 17

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: BM019677.D

2500000 21,20

23.40

2000000 23.2

1500000

21.61
R0.74
1000000 90

500000

T

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\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.88 3.42 ng/ul 494015 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tetradecane 198 C14H30 000629-59-4 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2532 (17.880 min): BM019677.D (-2527) (-) m/z 73.00 100.00%
73
4.
5000
, 129
115 213 U AR DU SN B
. I 01 1431571711851997 7507 256 g, 17.60 17.80 18.00 18.20 _
e m/z 60.00 70.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
50001 29
17.60 17.80 18.00 18.20
o7 129 256 m/z 43.10 59.10%
oLl 15 | 143157171185199213597
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
ile]
60 '17.60 17.80 18.00 18.20
5000 3 m/z 57.10 55.32%
. I w\ A %011151291431571711851992132272422‘6
m/z--> ﬁo 45 eb 80 160 150 110 160 180 200 220 240 2éo 2éo
Abundance #92228: n-Hexadecanoic acid B e M e
43 60 73 17.60 17.80 18.00 18.20
m/z 55.10 51.07%
5000{ 29 256
213
L e,
0 ||||“||M|| R RE R RS R R
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 Heptadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.17 2.54 ng/ul 311672 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Heptadecanoic acid 270 C17H3402 000506-12-7 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2751 (19.168 min): BM019677.D (-2748) (-) m/z 73.05 100.00%
UNNUNSSRURN SRS
18.80 19.00 19.20 19.40
o el m/z 60.00 80.18%
m/z--> 50 100 150 200 250 300 350
Abundance #100677: Heptadecanoic acid
7B
43
270
5000 129
18.80 19.00 19.20 19.40
97 171 227 m/z 57.05 70.75%
oL a3 | | 208 | os |
m/z--> 50 100 1%0 260 2éo 360 350
Abundance #92227: n-Hexadecanoic acid
ile]
18.80 19.00 19.20 19.40
5000 3 m/z 55.05 62.61%
97 129
0 T T I|IIJ '.m' Jll‘ I‘Ll ll 152111711 119421131 12317 {l T T T T T M
m/z--> 50 100 150 200 250 300 350
Abundance #100679: Heptadecanoic acid A BT o e
78 18.80 19.00 19.20 19.40
m/z 43.10 61.99%
270
5000
129
I“H 171 227 WMJMMWWﬂNAWVJf/kMWW
o L Jn st || 28| s | e
m/z--> 1m 200 250 300 350 mmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 3 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.73 7.21 ng/ul 883460 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dibenzofuranamine 183 C12H9NO 003693-22-9 38
2 Lauric anhvdride 382 C24H4603 000645-66-9 32
3 4-Nitrophenvl laurate 321 C18H27N0O4 001956-11-2 25
4 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 22
5 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 22
Abundance Scan 2847 (19.733 min): BM019677.D (-2843) (-) m/z 43.10 100.00%
43
183
159
5000
\ & 115 e T T
19.40 19.60 19.80 20.00
285
ol -.| h”' 135 : Ll 205227 255 205305 336356 | ,5 183 15  73.86%
m/z--> 150 200 250 300 350
Abundance #44782. 2-Dibenzofuranamine
183
5000 A DA AR
mmmmwmmm
m/z 159.00 53.08%
; 1 7
m/z--> 55 160 1éo 200 250 300 350
Abundance #151997: Lauric anhydride
183
19.40 19.60 19.80 20.00
5000 m/z 57.10 38.90%
‘ 73 98 129
157 200
ok “ m |ﬂ JA nh q ll ’ .{. J I2]|.9|2f]-2 IZ?OI ; e ;
m/z--> o 150 200 250 300 350
Abundance #128440: 4—Nitropheny| laurate LA L L B L B N |
183 19.40 19.60 19.80 20.00
m/z 98.05 38.11%
5000 S7
29 109
obi | ,M‘ L 065 s B || C—
m/z--> 50 100 150 200 250 300 350 1940 1960 1980 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 4 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.77 13.34 ng/ul 1634410 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 46
2 Dodecanoic acid. 2-hvdroxv-1-(hyv... 274 C15H3004 001678-45-1 35
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 32
4 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 25
5 2,3,4-Trifluorobenzoic acid, 4-m... 260 C13H15F302 1000282-29-8 14
Abundance Scan 2853 (19.768 min): BM019677.D (-2850) (-) m/z 43.05 100.00%
43
5000 159 183
19.40 19.60 19.80 20.00
ol || L “« 420 ) || 207227 255 2g5312 sas a5 oPiES 00 43 70%
m/z--> 100 150 200 250 300 350 400
Abundance #159148. Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 1%9
98
5000 UL N U B
69 239 19.40 19.60 19.80 20.00
m/z 183.15 43.12%
o | l:l. l[;ss 23, | 269 310 35
m/z--> 50 100 150 200 250 300 350 400
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183

19.40 19.60 19.80 20.00
m/z 98.10 28.26%

5000

oL L /\A

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

Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester TP T T T
43 19. 40 19. 60 19. 80 20. 00
m/z 84.05 22.13%

5000 159
98
73
h‘ \l ‘u m ‘h JL\ Ll}%s gl \‘185 213 295

ol bl b b Ml h g 222 220 R RRRm e R s

m/z--> 50 100 150 200 250 300 350 400 19. 40 19. 60 19. 80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 5 Myristin, 1,3-diaceto-2- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.71 2.84 ng/ul 347760 Chrysene-di12 21.20
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(acetv... 414 C23H4206 055268-70-7 58
4 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 37
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 27
Abundance Scan 3013 (20.709 min): BM019677.D (-3010) (-) m/z 43.10 100.00%
43
159 11
5000
69 U USSR IR
20.40 20.60 20.80 21.00
281
ol |‘f 251 313 352375395416 n/z 159 .00 66 19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153010: Myristin, 1,3-diaceto-2-
43
5000 159 211 RADABMUNBAUABAVLARRE
20.40 20,60 20.80 21.00
71 m/z 211.15 58.80%
N “‘ 242 283 313
m/z--> 50 100 150 200 250 300 350 400
Abundance #153011: Myristin, 2,3-diaceto-1-
43
20.40 20.60 20.80 21.00
5000 159 211 m/z 98.10 43.89%
| ,.4h J ‘ 028\ 85y 202 283 38
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester L B i B e e B
43 159 20.40 20.60 20.80 21.00
m/z 57.10 42 _.30%
98
5000 230
69
o }L ‘ ;85 213 | 269 310 355
m/z--> 50 100 1éo 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 6 Myristin, 2,3-diaceto-1- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.74 4.18 ng/ul 512447 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin., 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 80
3 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 47
4 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 37
5 2,3,4-Trifluorobenzoic acid, 4-m... 260 C13H15F302 1000282-29-8 22
Abundance Scan 3018 (20.739 min): BM019677.D (-3016) (-) m/z 43.10 100.00%
43
98 211
IABUVAUNA RS
7 \ 20.40 20.60 20.80 21.00
ol J J ,L 27, | 185 | 235 200000312 31 384 au4 442 S a0 BT 1gy,
m/z--> 50 100 150 200 250 300 350 400
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 AU AARRE
159 20,40 20.60 20.80 21.00
211 m/z 98.00 31.99%
69
ks s | on ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98 2040 20.60 20.80 21.00
5000 m/z 211.20 28.27%
239
69
o ‘ \ML L M‘EG | | |185213 | 260 310 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #153011: Myristin, 2,3-diaceto-1- R T T T
43 20.40 20.60 20.80 21.00
m/z 57.10 26 .85%
5000 B9 o
98
W71
oLt ‘ ,‘.‘MU\.JM, AbZP A jaes j 242 283313 N —
m/z--> 50 100 150 200 250 300 350 400 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM040119\
Data File : BM019677.D

Aca On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample : K2065-09

Misc :

ALS Vial : 31 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.90 3.18 ng/ul 389981 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 86
2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 83
3 1-Hexadecanol 242 C16H340 036653-82-4 74
4 Ethanol. 2-(tetradecvloxvy)- 258 C16H3402 002136-70-1 68
5 1-Heptadecanol 256 C17H360 001454-85-9 58
Abundance Scan 3045 (20.898 min): BM019677.D (-3042) (-) m/z 57.10 100.00%

57
83
5000
139 1en 208 o8l | 20.60 20.80 21.00 21.20

o Ldk 168 251 327351376 406429 467 n/z 69.10 80 _23%

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester

%

69

97

5000 LA L L L L L L L L
20 60 20. 80 21. 00 21. 20
125 m/z 83.10 77.76%
o 153 196 224
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #92325: 1-Hexadecanol, 2-methyl-
57
T

20.60 20.80 21.00 21.20
5000 83 m/z 71.10 72 .85%
111

29
o mL J in139 168 210238

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83793: 1-Hexadecanol B B A Eame
55 20.60 20.80 21.00 21.20

m/z 43.10 69.23%

:

5000

%

J Il | ;139 168 196 224

of—H b e T S
0

50 100 150 200 250 300 350 400 450 20 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040119\
Data File : BM019677.D

Acq On : 02 Apr 2019 04:34

Operator : JU/SJ

Sample - K2065-09

Misc :

ALS Vial : 31 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 3.4 ng/ul 494015 4 16.99 2891260 20.0
Heptadecanoic acid 19.17 2.5 ng/ul 311672 5 21.20 2449590 20.0
unknown-01 19.73 7.2 ng/ul 883460 5 21.20 2449590 20.0
unknown-02 19.77 13.3 ng/ul 1634410 5 21.20 2449590 20.0
Myristin, 1,3-dia... 20.71 2.8 ng/ul 347760 5 21.20 2449590 20.0
Myristin, 2,3-dia... 20.74 4.2 ng/ul 512447 5 21.20 2449590 20.0
Trichloroacetic a... 20.90 3.2 ng/ul 389981 5 21.20 2449590 20.0
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