LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 3.128 4 7 15 rVvVB2 83450 106612 1.50% 0.126%
2 4.246 192 197 207 rVB 1756949 2267896 31.88% 2.677%
3 4.834 292 297 306 rvB 432793 587316 8.26% 0.693%
4 6.857 634 641 651 rvB 1138583 2008998 28.24% 2.372%
5 7.016 662 668 678 rvB 814652 1202654 16.91% 1.420%
6 7.210 694 701 709 rBV 1196342 1834362 25.79% 2.166%
7 7.675 772 780 788 rBVY 808881 1282259 18.03% 1.514%
8 8.381 893 900 909 rBV 1480180 2371164 33.33% 2.799%
9 8.828 968 976 985 rBV 1090677 1772130 24.91% 2.092%
10 9.545 1091 1098 1106 rVB 924638 1531007 21.52% 1.807%

11 10.081 1181 1189 1198 rBV 1477150 2502454 35.18% 2.954%
12 10.451 1245 1252 1257 rBV 1144888 1846573 25.96% 2.180%
13 10.498 1257 1260 1269 rVvV 150111 246127 3.46% 0.291%
14 10.598 1269 1277 1293 rVV 523665 1010251 14.20% 1.193%
15 11.986 1505 1513 1521 rBV 670851 1122392 15.78% 1.325%

16 12.345 1564 1574 1581 rVB 83881 146341 2.06% 0.173%
17 13.145 1703 1710 1717 rVB2 68262 109693 1.54% 0.130%
18 13.498 1758 1770 1777 rBvV2 193783 362749 5.10% 0.428%
19 13.633 1788 1793 1798 rBV2 65052 106013 1.49% 0.125%
20 13.733 1804 1810 1814 rVV 2629168 3582061 50.35% 4.229%

21 13.780 1814 1818 1826 rVB 674334 927685 13.04% 1.095%
22 14.010 1850 1857 1871 rVB 2873067 4258095 59.86% 5.027%
23 14.221 1889 1893 1899 rVVv2 76847 101647 1.43% 0.120%
24 14.316 1899 1909 1915 rVV2 1582003 2477649 34.83% 2.925%
25 14.380 1915 1920 1928 rVB 278377 445165 6.26% 0.526%

26 14.533 1939 1946 1958 rBV 1150699 1848239 25.98% 2.182%
27 14.716 1966 1977 1985 rBV 254915 427860 6.01% 0.505%
28 15.180 2052 2056 2063 rVB 115648 147902 2.08% 0.175%
29 15.315 2071 2079 2084 rBV 3567210 5011196 70.44% 5.916%
30 15.368 2084 2088 2093 rVB 365348 500649 7.04% 0.591%

31 15.445 2093 2101 2107 rBV 883757 1272086 17.88% 1.502%
32 15.533 2112 2116 2123 rBV4 40607 113454 1.59% 0.134%
33 15.663 2134 2138 2146 rVB4 50541 91692 1.29% 0.108%
34 15.810 2157 2163 2172 rVB4 55805 143867 2.02% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

35 16.039 2197 2202 2210 rBv4 133164 223892 3.15% 0.264%

36 16.292 2240 2245 2250 rBV 113644 156913 2.21% 0.185%
37 16.833 2332 2337 2341 rBV3 64866 91672 1.29% 0.108%
38 16.886 2341 2346 2351 rVB 118029 190443 2.68% 0.225%
39 17.068 2370 2377 2380 rBV2 2030904 2951283 41.49% 3.484%
40 17.109 2380 2384 2388 rVvV 1201321 1654017 23.25% 1.953%

41 17.168 2388 2394 2405 rVB 3856050 5678530 79.82% 6.704%
42 17.474 2436 2446 2451 rBVY 202768 304974 4._.29% 0.360%
43 17.574 2458 2463 2468 rVB4 59502 93355 1.31% 0.110%
44 17.939 2515 2525 2527 rBV3 88532 148077 2.08% 0.175%
45 17.974 2527 2531 2544 rVV3 767828 1281120 18.01% 1.512%

46 18.068 2544 2547 2552 rVV3 79495 137363 1.93% 0.162%
47 18.133 2553 2558 2563 rvv2 143330 266800 3.75% 0.315%
48 18.174 2563 2565 2570 rVB3 81996 102623 1.44% 0.121%
49 18.356 2589 2596 2605 rBV7 100973 210482 2.96% 0.248%
50 18.445 2607 2611 2617 rVV 60174 85919 1.21% 0.101%

51 18.539 2621 2627 2631 rBV3 154856 201939 2.84% 0.238%
52 19.127 2718 2727 2733 rBV 671244 952672 13.39% 1.125%
53 19.186 2733 2737 2742 rVB 269317 325889 4._.58% 0.385%
54 19.256 2742 2749 2759 rBV 425136 663787 9.33% 0.784%
55 19.350 2763 2765 2772 rVB4 42126 79392 1.12% 0.094%

56 19.468 2778 2785 2798 rBV 4678098 7113728 100.00% 8.398%
57 19.909 2855 2860 2865 rBV 2144544 2712951 38.14% 3.203%
58 19.992 2870 2874 2882 rVB 129377 190864 2.68% 0.225%
59 20.092 2886 2891 2894 rBV 96431 127511 1.79% 0.151%
60 20.974 3037 3041 3052 rVB 1015753 1312608 18.45% 1.550%

61 21.256 3082 3089 3094 rBV 2807081 3705896 52.09% 4_375%
62 21.292 3094 3095 3100 rVB 131012 126470 1.78% 0.149%
63 21.415 3113 3116 3123 rVV6 62117 91772 1.29% 0.108%
64 22.309 3265 3268 3272 rVB2 87242 98234 1.38% 0.116%
65 22.809 3349 3353 3359 rBV2 150668 252135 3.54% 0.298%

66 23.338 3436 3443 3456 rVB2 2972189 5721388 80.43% 6.755%
67 23.480 3460 3467 3481 rVB 1495036 2854075 40.12% 3.369%
68 24.009 3553 3557 3564 rVB5 107272 201854 2.84% 0.238%
69 24.091 3566 3571 3583 rVB5 184981 437401 6.15% 0.516%
70 24.744 3678 3682 3688 rVB7 94359 189159 2.66% 0.223%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Sum of corrected areas: 84703426
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_M\DATA\BM121517\

BMO
16

SJ/
167

12

TIC Library :

13455.D
Dec 2017 01:07
Ju
79-04
Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M

SVOA CALIBRATION

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

Abundance TIC: BM013455.D

4000000

3000000

2000000 4.25

8.38 10.08
6.86 7.21 8.83 10.45
1000000 7.02 767 9.55
4.83 0.60
18 L

e R e e e e s T L N la
Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013455.D

19.47
4000000 17.17
15.32
3000000 14.01
13.73
19.91

17.07

2000000
14.32

1711

1000000 15.44
11.99 18. 17.97
13 mr 1747 4
.0 - ;

ol 2z astiet gl | elfimemenoiozs ey 'IG ebundRE  Jdest RO
Time--> 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 TIC: BM013455.D

4000000
23.34
3000000 21.26
2000000 b3.48
1000000
2231 2281 24.74

T T . L e B B e T B B A s

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 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:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.25 35.37 ng/ul 2267900 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 198 (4.251 min): BM013455.D (-192) (-) m/z 83.10 100.00%
83
55
5000 43 98
4.00 4.20 4.40 4.60
o...,...."i'-..".|:,.6.7..,:...,....,....,....,....,....,230.7.. m/z 55.05 77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U UL S R L
29 98 4.00 420 4.40 4.60
m/z 98.10 35.81%
0 H \‘\\\ M‘ | 67 | ,
ISR S UL SIS LI UL AL UL BRI L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
43 U UL S LR L
4.00 4.20 4.40 4.60
5000 29 o6 m/z 43.00 32.94%
67
e S S S S B I I S BN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3242: 3-Penten-2-one, 4-methyl- R EE ey e
55 8 4.00 4.20 4.40 4.60
m/z 39.10 29.32%
43
5000 - 98
0"}?”l'ﬂw'w'l§7”l""1”"I"”I""I”"I"'W"" U UL L LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 9.16 ng/ul 587316 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

Abundance Scan 296 (4.828 min): BM013455.D (-292) (-) m/z 43.00 100.00%
43
59
5000

4.40 4.60 4.80 5.00 5.20

192207

0 m/z 59.10 56.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trrr[rrrr[rrrr[prrrrprrrs
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 22.78%
15 101
29 | 8]
Ol rr e P e e e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
I o o o S S IR
440 4.60 4.80 5.00 5.20
5000 50 m/z 58.05 15.19%
27 83 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43 440 4.60 4.80 5.00 5.20
m/z 41.05 10.13%
5000
0 2\7\ Ll H 83 1?1
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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.
11.99 12.16 ng/ul 1122390 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-chloro-4-methoxy-2-me... 156 C8H9CIO 013334-71-9 38
2 6-1sopropylquinoline 171 C12H13N 000135-79-5 32
3 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12HI3N 1000217-15-6 32
4 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
5 2-(2-Chloro-pyridin-3-yl)-propan... 171 C8H10CINO 267003-35-0 25
Abundance Scan 1514 (11.992 min): BM013455.D (-1505) (-) m/z 156.10 100.00%
186
5000 115
78 171 j\;
—— P
39 52 g6 | 141 11.60 11.80 12.00 12.20 12.40
Ol bt e 2208 Y 120t Ll 207 77 115,00 39.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28933: Benzene, 1-chloro-4-methoxy-2-methyl-
156
5000 77 AR AR R R AN L
141 11/60 11.80 12.00 12.20 12.40
ot 91 113 m/z 158.00  34.25%
39
i ‘ s \‘
0"'IJ”'H'J”I"'W'J”'I”'ul'”'l"'""'P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
11.60 11.80 12.00 12.20 12.40
5000 m/z 171.10 32.99%
171
15 27 39 51 63 7 g9 101 11718 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39117: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cyan... T B b
156 11.60 11.80 12.00 12.20 12.40
m/z 78.00 27 .05%
5000 01 129 171
39 106
27 51 65 77 116
Olllll‘lwlul\‘\\ |||||| II\HHIIM‘IIMIIIIIIIIIII S RRmaEEEEE S
m/z--> 20 40 60 140 160 180 200 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 9
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.93 ng/ul 362749 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetonitrile, 2-(3-cyanophenyl)- 142 C9HG6N2 016532-78-8 47
2 1,4-Benzenediamine, 2-chloro- 142 C6H7CIN2 000615-66-7 38
3 5-Chloro-1,3-phenylenediamine 142 C6H7CIN2 033786-89-9 38
4 Benzeneacetonitrile, 2-cyano- 142 C9H6N2 003759-28-2 38
5 2,6-Dicyanotoluene 142 C9HG6N2 002317-22-8 38
Abundance Scan 1770 (13.498 min): BM013455.D (-1758) (-) m/z 142.00 100.00%
142
115
5000
13.20 13.40 13.60 13.80
0 m/z 115.00 72.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20065: Acetonitrile, 2-(3-cyanophenyl)-
142
115
5000
13.20 13.40 13.60 13.80
m/z 78.00 33.78%
39 63 ‘
Onlw””w\hm e d p”h”.¢L” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
U AR AR AR
13.20 13.40 13.60 13.80
5000 m/z 144 .00 31.02%
52 80
114
o 28 66 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19474: 5-Chloro-1,3-phenylenediamine R R R A
142 13.20 13.40 13.60 13.80
m/z 156.10 22 .39%
80
5000
114
3g 53
ol 14 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.97 8.68 ng/ul 1281120 Phenanthrene-d10 17.07
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2530 (17.968 min): BM013455.D (-2527) (-) m/z 73.00 100.00%
41 55 73
5000 129
97 213
115 | 4315717118519 | 557 256 17.60 17.80 18.00 18.20
01 m/z 41.05 90.88%
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
17.60 17.80 18.00 18.20
97 m/z 43.10 89.01%
115
o ST 78
Oluuuull‘..”.”.‘l‘h” IM‘H \m “.....luu‘...‘... e ””4?"” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 55.05 85.75%
129
97 213
. 15 43157171185 1 og 227 540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 60.05 78.20%
129
5000 29 -
’ 1s 214
T ‘ 143157 ‘ 185
0|-‘l--‘i‘-‘--”l“|‘-“‘”‘ ‘Hh “llu‘.‘..l‘..l‘.luul..‘......“. AR BBRRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.26 3.58 ng/ul 663787 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance A Scan 2750 (19.262 min): BM013455.D (-2742) (-) m/z 41.05 100.00%
il
5000
19.00 19.20 19.40 19.60
(o} m/z 73.10 96.82%
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 AR NN BUNLRN B
97 19.00 19.20 19.40 19.60
185 a1 284 m/z 43.05 94 .68%
ey | 20T |
0‘ “i”:“l‘:‘l‘u |‘|‘|‘|‘||‘||||||‘|||||||
m/z--> 50 100 150 200 250 300
Abundance
73
43
129 19.00 19.20 19.40 19.60
5000 284 m/z 55.05 91 .54%
97 185 241
oL 26 157 213 267
m/z--> o '55' ' "160" "150" "200" "250" "360" ]
Abundance #131258: Octadecanoic acid
43 73 19.00 19.20 19.40 19.60
m/z 57.10 88.14%
5000 129
97
185 oa1 284
0 ..2% s L:mlhli\f§7l\|L| 218 | ‘?67|\| s
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Retene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.91 14.64 ng/ul 2712950 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 Retene 234 C18H18 000483-65-8 94
4 Retene 234 C18H18 000483-65-8 93
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 76
Abundance Scan 2860 (19.909 min): BM013455.D (-2855) (-) m/z 219.10 100.00%
219
5000
102 n ﬁ 5160 1950 20100 2055
165 : . : :
ol 22 TE 121139 T, -l.‘, w27 281 357 nz7234.10  60.22%
m/z--> 50 100 150 200 250 300 350
Abundance #89260: Retene
219
5000 USSR AR SR
19.60 19.80 20.00 20.20
189 m/z 204.10 32.12%
102
0 . Iz? |5|1| I7GI \I‘ J‘w\l . |13|9|‘ %??\LI “l‘\ e |2|7 — T
m/z--> 50 100 150 200 250 300 350
Abundance
219
19,60 19.80 20.00 20.20
5000 m/z 203.10 27 .47%
o 30 63 82102 139 165 189 237
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #89261: Retene R EEEEEEEE R
219 19.60 19.80 20.00 20.20
m/z 202.10 21.83%
5000
102 189
do e s ) NN
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:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 1-Heneicosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.97 7.08 ng/ul 1312610 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 n-Nonadecanol- 284 C19H400 001454-84-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3040 (20.968 min): BM013455.D (-3037) (-) m/z 43.05 100.00%
43
5000 111 ’
139 20.60 20.80 21.00 21.20
ol A1 LA l..#,ﬁ‘ff‘..,zqg. (251 282 325 357 415 461 | sy 5510 100.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 USRS UV RS
20.60 20.80 21.00 21.20
29 m/z 83.05 93.10%
0 il \‘\ ] “ H \H\ \ h 1167 196 238 266 294
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 57.05 92 .04%
o 139 167 196002 266 294 300
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131393: n-Nonadecanol-1
43 83 20.60 20.80 21.00 21.20
m/z 69.10 84 .23%
5000
111
oL 1811 ‘}Bmmamm Jt
miz--> o"'sb""lc')d"'léd'"zéd"'zéd"ééd"ééd'"466"'4éo" 2060 20,80 2100 2120 1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.09 3.07 ng/ul 437401 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 90
2 1-Octadecene 252 C18H36 000112-88-9 90
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 87
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 3571 (24.091 min): BM013455.D (-3566) (-) m/z 57.10 100.00%
¥ o
5000
}25 53 194 282 23:80 24.00 24,20 24.40
222252 358 429 475 549 : : : :
o LALLLLL i 401 m/z 43.10 88.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57
97
5000 LI NI BV SN R
23.80 24.00 24.20 24.40
29 m/z 83.10 87.15%
ol uld L ‘\ h 154182210238 66 205
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97
23.80 24.00 24.20 24.40
5000 m/z 97.10 78.46%
29
125
0 154182 224252
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104188: 3-Octadecene, (E)-
23.80 24.00 24.20 24.40
m/z 55.10 73.74%
5000

154182 224252

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121517\
Data File : BM013455.D

Acq On : 16 Dec 2017 01:07

Operator : SJ/JU

Sample - 16779-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
3-Penten-2-one, 4... 4.25 35.4 ng/ul 2267900 1 7.67 1282260 20.0
2-Pentanone, 4-hy... 4.83 9.2 ng/ul 587316 1 7.67 1282260 20.0
unknown-01 11.99 12.2 ng/ul 1122390 2 10.45 1846570 20.0
unknown-02 13.50 2.9 ng/ul 362749 3 14.32 2477650 20.0
n-Hexadecanoic acid 17.97 8.7 ng/ul 1281120 4 17.07 2951280 20.0
Octadecanoic acid 19.26 3.6 ng/ul 663787 5 21.26 3705900 20.0
Retene 19.91 14.6 ng/ul 2712950 5 21.26 3705900 20.0
1-Heneicosanol 20.97 7.1 ng/ul 1312610 5 21.26 3705900 20.0
Dichloroacetic ac... 24.09 3.1 ng/ul 437401 6 23.48 2854080 20.0
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