LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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
1 3.122 20 23 33 rvB 40296 65656 2.75% 0.195%
2 3.528 89 92 96 rvB2 8593 11194 0.47% 0.033%
3 3.622 104 108 114 rVvv 48663 69310 2.91% 0.206%
4 3.693 117 120 129 rVB5 10483 20675 0.87% 0.061%
5 4.034 175 178 180 rBvV4 3506 4254 0.18% 0.013%
6 4_157 196 199 202 rBV3 6383 9865 0.41% 0.029%
7 4_357 231 233 240 rVB5 6477 11504 0.48% 0.034%
8 4.704 288 292 296 rBvV3 5812 9840 0.41% 0.029%
9 4_751 298 300 310 rvB4 9870 17674 0.74% 0.053%
10 4.875 316 321 323 rBv4 2820 4164 0.17% 0.012%
11 5.322 394 397 399 rBvV3 3557 4439 0.19% 0.013%

12 6.757 635 641 657 rBvV 377507 764556 32.06% 2.273%
13 6.916 662 668 686 rBvV 341611 602896 25.28% 1.792%
14 7.098 693 699 711 rBV 475925 778995 32.66% 2.316%
15 7.192 714 715 721 rVB3 4238 5087 0.21% 0.015%

16 7.563 771 778 786 rBV 557766 899686 37.72% 2.675%
17 8.286 895 901 915 rBvV 294306 594083 24.91% 1.766%

18 8.410 918 922 928 rVB2 15422 27446 1.15% 0.082%
19 8.733 970 977 993 rBV 388653 742225 31.12% 2.207%
20 8.881 997 1002 1007 rVB5 5974 9957 0.42% 0.030%
21 9.045 1026 1030 1037 rVB 22701 31712 1.33% 0.094%
22 9.445 1092 1098 1111 rBV 325274 585421 24 .55% 1.740%
23 9.710 1135 1143 1150 rBvV4 24457 61777 2.59% 0.184%

24 9.986 1182 1190 1214 rBV 434231 914058 38.33% 2.717%
25 10.339 1244 1250 1261 rBV 696714 1190431 49.92% 3.539%

26 10.516 1273 1280 1294 rBV 271549 640584 26.86% 1.904%

27 10.910 1340 1347 1366 rBV2 17977 75401 3.16% 0.224%
28 11.045 1366 1370 1377 rVB5 2269 5209 0.22% 0.015%
29 11.186 1390 1394 1395 rBV3 5466 7177 0.30% 0.021%
30 11.745 1485 1489 1493 rVB4 5161 8277 0.35% 0.025%
31 11.951 1517 1524 1529 rVV3 7359 10967 0.46% 0.033%
32 12.027 1532 1537 1540 rVB3 3223 5518 0.23% 0.016%
33 12.504 1613 1618 1626 rBV2 30328 59613 2.50% 0.177%
34 12.710 1648 1653 1659 rBV7 3421 6218 0.26% 0.018%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 12.933 1687 1691 1694 rBV5 2461 3963 0.17% 0.012%
36 13.016 1699 1705 1710 rBV2 7847 12575 0.53% 0.037%
37 13.186 1731 1734 1737 rBvV4 3147 3742 0.16% 0.011%
38 13.445 1776 1778 1781 rBV3 4125 4052 0.17% 0.012%
39 13.604 1801 1805 1806 rBVZ2 6389 6099 0.26% 0.018%

40 13.645 1806 1812 1817 rVV 1017673 1411088 59.17% 4._.195%

41 13.692 1817 1820 1829 rVB 158995 237641 9.96% 0.706%
42 13.921 1852 1859 1869 rBV 1183004 1720510 72.14% 5.115%

43 14.027 1873 1877 1883 rVB6 7448 12841 0.54% 0.038%
44 14.104 1887 1890 1895 rVB4 10097 11847 0.50% 0.035%
45 14.157 1897 1899 1904 rBvV4 3102 4442 0.19% 0.013%

46 14.227 1904 1911 1921 rBV2 1006218 1506174 63.15% 4._.478%
47 14.510 1953 1959 1980 rBV 159679 496516 20.82% 1.476%
48 14.663 1980 1985 1999 rVvVv 504802 774635 32.48% 2.303%

49 14.992 2038 2041 2048 rBV7 10668 18960 0.80% 0.056%
50 15.063 2049 2053 2058 rBV5 12463 21755 0.91% 0.065%
51 15.233 2075 2082 2090 rBV 1350809 1989892 83.44% 5.916%
52 15.404 2108 2111 2117 rBV7 14071 24193 1.01% 0.072%
53 15.468 2119 2122 2130 rVB4 22961 34979 1.47% 0.104%
54 15.521 2130 2131 2132 rBV 6983 4763 0.20% 0.014%
55 15.798 2174 2178 2182 rVB6 10581 18128 0.76% 0.054%
56 15.857 2183 2188 2191 rBV5 17313 26574 1.11% 0.079%
57 15.951 2197 2204 2207 rBV4 30226 73340 3.08% 0.218%
58 16.121 2230 2233 2239 rBvV4 20741 34400 1.44% 0.102%

59 16.392 2274 2279 2286 rBV2 231327 364368 15.28% 1.083%
60 16.992 2375 2381 2389 rBV 1162606 1651948 69.27% 4.911%

61 17.092 2393 2398 2404 rVB 1526715 2025633 84.94% 6.022%
62 17.274 2425 2429 2432 rBV 135699 154941 6.50% 0.461%
63 17.321 2433 2437 2441 rVB 232504 265696 11.14% 0.790%
64 17.880 2528 2532 2541 rBV 450568 759546 31.85% 2.258%
65 18.639 2659 2661 2665 rVB 156006 156911 6.58% 0.466%

66 19.174 2749 2752 2758 rBV 364780 554847 23.27% 1.649%
67 19.403 2786 2791 2798 rBV 1697391 2384889 100.00% 7.090%
68 19.733 2843 2847 2850 rBV 1009666 1165053 48.85% 3.464%
69 19.768 2850 2853 2859 rVB 1223698 1383753 58.02% 4.114%
70 20.709 3011 3013 3016 rBV 312508 303425 12.72% 0.902%

71 21.103 3077 3080 3084 rVB 1205054 1205907 50.56% 3.585%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 21.203 3093 3097 3103 rBV 1746358 2199114 92.21% 6.538%
73 23.415 3469 3473 3482 rVB2 1305503 2352687 98.65% 6.994%

Sum of corrected areas: 33637696
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM019825.D

3.12 3.

9 4.4318.36 A7B7 5.32

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BM019825.D

19.40

19.77
1973

|

17.09
15.23 16.99

13.92
13.64 | 14.23 19.17

17,88 18.64 1
14.66 \
16.39 fﬂ L "
I\

18.69 145}
11293 12.90. 702821931360 Nam3ls A || 145065815512 |

12.00 1250 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

3500000

3000000

2500000

1500000

1000000

500000

TIC: BM019825.D

200000030,

0

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\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .66 10.29 ng/ul 774635 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1985 (14.663 min): BM019825.D (-1980) (-) m/z 73.00 100.00%
7B
60
5000 41
H 85 129 157 S S —
g7 115
143 171 200 mmmmmmmm
o) S .':|'|..,-- 183 221 m/z 60.00 76.09%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #56043: Dodecanoic acid
60 73
43
5000 L I B SULRL U
29 85 129 Mmmmmmmm
101 115 157 200 m/z 41.10 44 .65%
L e e g,
0 |||||l||‘|‘|‘||“l“ |‘l‘|‘||“‘lﬁ:ﬁ“‘l“u|‘=||||‘||‘i“||||‘|||‘||]i|||||‘|||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
43 14.40 14.60 14.80 15.00
5000 m/z 55.05 41 .57%
29 85 129 157 200
115
| s 101 143 171183
m/z--> ﬁo Jo 65 éo 160 150 140 160 180 200 250
Abundance #65565: Tridecanoic acid L B e e ]
60 78 14.40 14.60 14.80 15.00
43 m/z 43.10 40.58%
5000 129
29 85 115 171
185 214
Ll h\ it A
Ouuuul..‘...”.“.‘ H IR TA TSR S NP M I i N '
m/z--> 2'0 4'0 6|0 80 100 12'0 14'10 1('30 1§o 2(')0 22'0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.39 4.41 ng/ul 364368 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2279 (16.392 min): BM019825.D (-2274) (-) m/z 73.00 100.00%

B
5000
129 185

. e}
j‘ 01t1° | 149 171 | 199
fl |

16.00 16.20 16.40 16.60 16.80

228 5,5 281

0...,....,.'..". m/z 60.00 68.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5
5000
129 16.00 16.20 16.40 16.60 16.80
185 228 m/z 41.05 47 .84%
‘ ﬁ‘ 01115 | 143,:0171 ‘ 199513
ok ,Mwﬂﬂ‘p”. VIS N PN M o= 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 R e
16.00 16.20 16.40 16.60 16.80
5000 129 m/z 43.10 45.45%
29 87 185
115 143 __171 228
101
o 15 157 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75069: Tetradecanoic acid A e e R
43 3 16.00 16.20 16.40 16.60 16.80
57 m/z 57.00 45 .04%
50000 29 129 228

%

16. 00 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 3 unknown-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.32 3.22 ng/ul 265696 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid, 6-ethyl-3-octyl e... 284 C18H3602 1000282-67-8 47
2 Propylphosphonic acid, fluoroanh... 210 C9H20FO2P 333416-18-5 43
3 Octanoic acid, 1-methyltridecyl ... 340 C22H4402 055193-79-8 38
4 1-(4-Fluoro-benzenesulfonyl)-pip... 286 C12H15FN203S 1000295-13-0 38
5 Octanoic acid, cyclobutyl ester 198 C12H2202 1000282-86-6 37
Abundance Scan 2437 (17.321 min): BM019825.D (-2433) (-) m/z 43.00 100.00%
43 127
5000
| 84 159 Tryrrrryrrrryrrrryrrrrr
103 | 17.00 17.20 17.40 17.60
6 187 229
K A RO I |. 1107204 20246263281 313 385 | 1757157 05 81.49%
m/z--> 50 100 150 200 250 300 350
Abundance #108879: Octanoic acid, 6-ethyl-3-octyl ester
127
5000 84 U DU SO UL UL
55 17.00 17.20 17.40 17.60
145 m/z 57.10 39.07%
04 29 R Ml‘lqlwgl L H : I:II'8|5 |2|13| : |25|5| T :
m/z--> 50 100 150 200 250 300 350
Abundance
127
17.00 17.20 17.40 17.60
5000{ 4, m/z 159.05 26.71%
98
0 69 153 181 211
m/z--> 50 100 150 200 250 300 350
Abundance #137348: Octanoic acid, 1-methyliridecyl ester T T
127 17.00 17.20 17.40 17.60
5 m/z 158.00 18.22%
5000
83 145
0|31‘| Li[h Iahljiﬁ‘)l‘) Al "‘l 168 .t|2.13. e —
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.88 9.20 ng/ul 759546 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2532 (17.880 min): BM019825.D (-2528) (-) m/z 73.00 100.00%
7
43
5000
129
¥ TR R '17.60 17.80 18.00 18.20
o ophad 49| 09 | 23 1276300 s41 m/z 59.95 73.66%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43
60
5000 R BASARE SN SN B
17.60 17.80 18.00 18.20
83 120 256 m/z 43.10 59.67%
oL Il %101 2 150171 104213 5™
m/z--> 55 160 1%0 260 2éo 300 3%0
Abundance
43 78
'17.60 17.80 18.00 18.20
5000 256 m/z 57.10 53.85%
129
97 157 213
0L26 185 238
m/z--> 55 160 1%0 260 2éo 300 3%0
Abundance #83686: Pentadecanoic acid A B
43 78 17.60 17.80 18.00 18.20
m/z 55.10 51.52%
5000 129
97 199 242
b [ e | s |
0‘2 .I.“.I‘.‘IJ‘M.”. il ‘. .‘18i¢).|.‘2.2§. ——— N ; T
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.17 5.05 ng/ul 554847 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2751 (19.168 min): BM019825.D (-2749) (-) m/z 73.00 100.00%
43
5000
R 18.80 19.00 19.20 19.40
ol 262 321344368389 429 m/z 60.00 74 250
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
48 7
5000 129
18.80 19.00 19.20 19.40
97 185 o, 284 m/z 57.10 68.46%
0 ?'5.‘. "‘I “k‘“h.“l ‘.\:Il-s‘?.‘ .“. \Iz}?\l .“ N e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 18.80 19.00 19.20 19.40
5000 129 m/z 43.10 67.97%
185 228
97
157
e L L W L UL UL B wijwa”wﬁMuwﬂjLJ“”
m/z--> 50 100 150 200 250 300 350 400
Abundance #108842: Octadecanoic acid L B o e
48 18.80 19.00 19.20 19.40
73 284 m/z 55.10 58.54%
5000
98 129 M
185 241
0 '1§' L‘l"“" ‘“fM N%ﬁ7l'{'\2}?“ ﬁli" L DAL LA UURLL NN BN BUURRE
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.73 10.60 ng/ul 1165050 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 37
2 Lauric anhydride 382 C24H4603 000645-66-9 35
3 6-Methoxy-2-naphthonitrile 183 C12H9NO 067886-70-8 25
4 4-Nitrophenyl laurate 321 C18H27N0O4 001956-11-2 25
5 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 22
Abundance Scan 2847 (19.733 min): BM019825.D (-2843) (-) m/z 43.10 100.00%
183
159
5000 98
71 e e
285 19.40 19.60 19.80 20.00
ol 28 Nl 227285700 319 363 410434 474 | 7183 10 91.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 SR SRR AR AR AN
60 239 19.40 19.60 19.80 20.00
m/z 159.00 65.53%
| ||[126 | 185213 | 260 310 355
0! wl‘\‘wluiw\l‘\\lm\lwl‘l ||||||‘|‘l|||||||||||”||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
183
19.40 19.60 19.80 20.00
5000 m/z 98.05 42 .28%
43
73 98
o 129157 ' 519 270
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #44794: 6-Methoxy-2-naphthonitrile e S BAREREE e e
183 19.40 19.60 19.80 20.00
m/z 57.10 40.22%
140
5000

iy

15 39 63 83 113

m/z--> 0 50 100 150 200 250 300 350 400 450 19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.77 12.58 ng/ul 1383750 Chrysene-di2 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 58
2 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 25
3 Thioacetic acid, S-(5-acetylthio... 234 C9H1403S2 1000185-15-4 18
4 Dodecanoyl chloride 218 C12H23CIO0 000112-16-3 12
5 2,3,4-Trifluorobenzoic acid, 2-o... 288 C15H19F302 1000282-58-1 10
Abundance Scan 2853 (19.768 min): BM019825.D (-2850) (-) m/z 43.00 100.00%
a3
5000 159183
98
AUV SRS
19.40 19.60 19.80 20.00
ol ,IL L .1.1,14i.2§.' Ll 237295285300 347 303424 478 | 177 159.00  50.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 USRS UL
69 239 19.40 19.60 19.80 20.00
m/z 183.10 50.02%
| ||[228 | | hes213 | 260 310 355
0! wl‘\‘wlw‘\iw‘\l‘\\lm\lwl‘l |1-|||||‘|‘||||||||||||“||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 183
74 19.40 19.60 19.80 20.00
5000 % m/z 98.10 31.48%
243 h
214
0 158 274
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #78876: Thioacetic acid, S-(5-acetylthio-3-oxopentyl) ester R EEEEE LSS B e
43 19.40 19.60 19.80 20.00
m/z 84.00 23.58%
| ‘&.ML——_A
5000
117
191
0 ‘,“JH,L,M”S,,,,, S e
m/z--> 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEM1I\BNA_M\DATA\BM040819\

BM019825.D

09 Apr 2019 10:12
Ju/sJ

K2217-12

38 Sample Multiplier: 1

SVOA CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

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

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

Concentration Rank 8

Peak Number

8 Myristin, 2,3-diaceto-1-

R.T. EstConc Area Relative to ISTD R.T.
20.71 2.76 ng/ul 303425 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 90
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 87
3 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 40
4 1-Methyl-2-formylindole 159 C10HO9NO 027421-51-8 38
5 4-(Methylamino)quinazoline 159 C9HON3 007154-47-4 38

Abundance Scan 3013 (20.709 min): BM019825.D (-3011) (-) m/z 43.10 100.00%
43
211
5000
71
20.40 20.60 20.80 21.00
281 313
obrd d 242 351 390416446 492 526 m/z 15900 77 05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153011: Myristin, 2,3-diaceto-1-
43
5000 199 Hon AR AR RN
20,40 20.60 20.80 21.00
m/z 211.15 66.61%
0 .‘J.‘.‘ H\HH‘H M‘ \H ; \ 2?2..2%33}?..'....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
20.40 20.60 20.80 21.00
5000 159,11 m/z 98.10 44 .99%
98
71
0 126 242 283313
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153009: Myristin, 2,3-diaceto-1- e A RERREEEEE
43 20.40 20.60 20.80 21.00
m/z 57.10 41.65%
5000
159
7 %P i ,,-~J\~&~,~*JVL«ffk“~“J\”’
od il L pmans T
m/z--> 50 100 150 200 250 300 350 400 450 500 20,40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM040819\
Data File : BM019825.D

Acq On : 09 Apr 2019 10:12

Operator : JU/SJ

Sample : K2217-12

Misc :

ALS Vial : 38 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]
Dodecanoic acid 14.66 10.3 ng/ul 774635 3 14.23 1506170 20.0
Tetradecanoic acid 16.39 4.4 ng/ul 364368 4 16.99 1651950 20.0
unknown-01 17.32 3.2 ng/ul 265696 4 16.99 1651950 20.0
n-Hexadecanoic acid 17.88 9.2 ng/ul 759546 4 16.99 1651950 20.0
Octadecanoic acid 19.17 5.0 ng/ul 554847 5 21.20 2199110 20.0
unknown-02 19.73 10.6 ng/ul 1165050 5 21.20 2199110 20.0
Hexadecanoic acid... 19.77 12.6 ng/ul 1383750 5 21.20 2199110 20.0
Myristin, 2,3-dia... 20.71 2.8 ng/ul 303425 5 21.20 2199110 20.0
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