LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 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\SOMO2.2-EPA-BM051816 .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 7.004 742 751 760 rBvV2 148480 280632 3.62% 0.475%
2 7.169 773 779 789 rBv2 126911 229902 2.96% 0.389%
3 7.369 807 813 820 rBvV 159530 270013 3.48% 0.457%
4 7.839 885 893 902 rBVY 582875 978782 12.62% 1.656%
5 8.539 1002 1012 1022 rBV 226918 382149 4_93% 0.646%
6 8.745 1039 1047 1057 rBV3 30687 100144 1.29% 0.169%
7 8.992 1083 1089 1098 rBvV 160331 273250 3.52% 0.462%
8 9.710 1205 1211 1219 rBV 144193 251062 3.24% 0.425%
9 10.251 1296 1303 1311 rVB 247024 425764 5.49% 0.720%
10 10.627 1358 1367 1374 rBY 959000 1647986 21.25% 2.788%

11 10.763 1386 1390 1395 rBV 54834 104272 1.34% 0.176%
12 10.810 1395 1398 1406 rVB2 49138 79135 1.02% 0.134%
13 11.904 1577 1584 1589 rVB 114607 172969 2.23% 0.293%
14 12.216 1631 1637 1644 rBvV2 239728 414234 5.34% 0.701%
15 12.286 1644 1649 1655 rVB 71336 115980 1.50% 0.196%

16 13.639 1873 1879 1886 rVB5 83673 155950 2.01% 0.264%
17 13.792 1898 1905 1910 rBV2 50670 87753 1.13% 0.148%
18 13.880 1915 1920 1925 rVV 504617 899473 11.60% 1.522%
19 13.921 1925 1927 1936 rVB 121626 172366 2.22% 0.292%
20 14.162 1961 1968 1981 rVB 561753 891011 11.49%% 1.507%

21 14.468 2012 2020 2028 rBV2 1589670 2527697 32.59% 4._.276%
22 14.662 2047 2053 2064 rBV2 170997 307871 3.97% 0.521%
23 14.874 2084 2089 2095 rBV5 53208 104440 1.35% 0.177%
24 15.315 2161 2164 2169 rVB 65794 86887 1.12% 0.147%
25 15.457 2183 2188 2194 rBV2 864859 1297273 16.73% 2.195%

26 15.574 2202 2208 2215 rBV 175539 279673 3.61% 0.473%
27 15.721 2225 2233 2240 rBV4 76107 161979 2.09% 0.274%
28 16.180 2307 2311 2313 rBV2 77508 113050 1.46% 0.191%
29 16.204 2313 2315 2320 rVB2 104083 129320 1.67% 0.219%
30 16.356 2337 2341 2347 rBV3 63532 94368 1.22% 0.160%

31 16.415 2347 2351 2355 rBV2 57324 78443 1.01% 0.133%
32 16.562 2373 2376 2380 rVB 117324 134880 1.74% 0.228%
33 16.621 2380 2386 2393 rBV4 410926 817347 10.54% 1.383%
34 16.703 2396 2400 2404 rVV3 114839 184039 2.37% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 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\SOMO02.2-EPA-BM051816 .M
SVOA CALIBRATION

35 16.756 2405 2409 2415 rVB 107967 149024 1.92% 0.252%

36 17.109 2466 2469 2475 rBVS8 52883 103245 1.33% 0.175%
37 17.209 2478 2486 2497 rVV2 2327943 3724730 48.03% 6.301%
38 17.309 2497 2503 2509 rBV2 959355 1437566 18.54% 2.432%
39 17.592 2547 2551 2559 rBV2 380574 566144 7.30% 0.958%
40 18.109 2635 2639 2646 rBVY 627787 923980 11.91% 1.563%

41 18.627 2723 2727 2733 rVB 575814 801943 10.34% 1.357%
42 18.962 2780 2784 2788 rBVY 970258 1241357 16.01% 2.100%
43 19.297 2838 2841 2849 rVB 423375 581141 7.49% 0.983%
44 19.386 2854 2856 2866 rVB2 460606 728060 9.39%% 1.232%
45 19.603 2889 2893 2898 rBVY 1139802 1494496 19.27% 2.528%

46 21.391 3193 3197 3204 rVB 3576799 4638875 59.82% 7.848%
47 21.597 3229 3232 3236 rVB 1309929 1570982 20.26% 2.658%
48 21.709 3248 3251 3256 rVB 2228827 2897929 37.37% 4.902%
49 23.697 3585 3589 3609 rVB 2697582 6061288 78.16% 10.254%
50 24.327 3691 3696 3709 rVB2 3491835 7755185 100.00% 13.120%

51 24.562 3730 3736 3742 rVB 2273378 4665181 60.16% 7.892%
52 26.073 3987 3993 4006 rVB3 1852251 5520041 71.18% 9.338%

Sum of corrected areas: 59111261
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM051816 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005521.D

7000000
6000000
5000000
4000000
3000000

2000000

10.63
1000000 7.84

7.017.37 | 8.54 768.99 971 10.25 Lﬂmﬂ

T e

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005521.D

7000000
6000000
5000000
4000000
3000000
2000000 14.47

15.46
1000000 13.884.16
11.90&@%9 1381892 14.66, g7 15.3%51%

A
T T T

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 1850 19.00 19.50 20.00
Abundance TIC: BM005521.D

7000000

6000000

5000000

4000000

3000000

2000000

1000000

T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Benzenamine, 3-methyl- Concentration Rank 15

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

8.75 2.05 ng/ul 100144 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 87
2 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 83
3 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 80
4 o-Toluidine 107 C7HON 000095-53-4 74
5 Urea, (3-methylphenyl)- 150 C8H10N20 000063-99-0 72

Abundance Scan 1048 (8.751 min): BM005521.D (-1039) (-) m/z 106.10 100.00%
106
5000 /«\“M”“*m~«ﬂqw,w
77 rTTTTTTTTTT T T T T T T T T T
39 93 91 267 8.40 8.60 8.80 9.00
m/z 107.10 70.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5051: Benzenamine, 3-methyl-
106
5000 LR S RS S
8.40 8.60 8.80 9.00
a0 m/z 77.05 13.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
106
8.40 8.60 8.80 9.00
5000 m/z 79.00 12.03%
77
26 39 53 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5050: Benzenamine, 3-methyl-
106 8.40 8.60 8.80 9.00
m/z 53.10 11.23%
5000
77
14 395 |91 |
mz> 20 40 80 80 100 130 140 1% 180 200 280 280 250 '8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Benzenamine, 2-chloro-4-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.22 5.03 ng/ul 414234 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2-chloro-4-methyl- 141 C7HS8CIN 000615-65-6 98
2 Benzenamine, 5-chloro-2-methyl- 141 C7HS8CIN 000095-79-4 98
3 Benzenamine, 5-chloro-2-methyl- 141 C7HS8CIN 000095-79-4 98
4 Benzenamine, 2-chloro-4-methyl- 141 C7HS8CIN 000615-65-6 97
5 2-Chloro-5-methylaniline 141 C7HS8CIN 000095-81-8 95
Abundance Scan 1638 (12.221 min): BM005521.D (-1631) (-) m/z 105.95 100.00%
106 141
5000 -7 ]\\
39 8 122 1200 12.20 12.40 12.60
114 152
..,....,....,....l,....l'.'... :'.':.,-'"",..~..|,..?.7,.!-'.,....,!:..,...., i || m/z 141.00  88.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18299: Benzenamine, 2—ch|oroé4—methyl—
106
141
5000 L UL L ---- T
77 12.00 12.20 12.40 12.60
m/z 140.00 61.94%
15 28 39 J Ll 8997 | 114 125
mz> 10 20 30 40 50 e'o 7 80 9 100 110 130 130 140 150
Abundance
106 141

12.00 12 20 12. 40 12.60
5000 . m/z 77.00 36.65%

51 89
15 28 39 63 97 | 114 124
memﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18293: Benzenamine, 5-chloro-2-methyl-

12.00 12.20 12.40 12.60
m/z 143.00  31.25%

L.

17 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. OO 12 20 12. 40 12. 60

5000

51

114 124
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Benzenamine, 2-methoxy-5-ni... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.62 4.39 ng/ul 817347 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 94
2 Benzenamine, 2-methoxy-5-nitro- 168 C7H8N203 000099-59-2 42
3 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 38
4 Benzenamine, 4-methoxy-2-nitro- 168 C7H8N203 000096-96-8 38
5 Benzenamine, 4-methoxy-2-nitro- 168 C7H8N203 000096-96-8 30

Abundance Scan 2386 (16.621 min): BM005521.D (-2380) (-) m/z 107.05 100.00%

5000

185 206550 281 16.40 16.60 16.80 17.00
o 230 m/z 121.05 74.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35047: Benzenamine, 2-methoxy-5-nitro-
168
5000 52 79 I EEEEEEE e n ]
% ., 28 16.40 16.60 16.80 17.00
m/z 168.00 68.03%
30
15 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
168
N BAERE R R
16.40 16.60 16.80 17.00
5000 m/z 149.10 64 .48%

52 79 g5 122 1%

30 138

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5057: Pyridine, 3,5-dimethyl-

_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'

107 16.40 16.60 16.80 17.00
m/z 163.10 42 . 74%

5000
79
39
15 65 3

_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 (DEL) Alkane: Cyclic-17.59 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.59 3.04 ng/ul 566144 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 1-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 7-Hexadecene, (2)- 224 C16H32 035507-09-6 91

Abundance Scan 2551 (17.592 min): BM005521.D (-2547) (-) m/z 55.10 100.00%

5000

3

125
140 167 496 234 17.20 17.40 17.60 17.80 18.00
A a2 2 m/z 43.10 96.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane

55
41 %7 oo 83

3

97

17.20 17.40 17.60 17.80 18.00
m/z 83.10 91.03%

5000

12

5
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
> g3 e
9 17.20 17.40 17.60 17.80 18.00
5000 ’ m/z 69.10 82.64%
29 111
12

5
140154168182196 224

wmﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75205: 1-Pentadecanol BT
17.20 17.40 17.60 17.80 18.00

m/z 57.10 80.30%

r

5000

125

i

210
LI e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.11 4.96 ng/ul 923980 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2639 (18.109 min): BM005521.D (-2635) (-) m/z 73.05 100.00%

5000

129
213
_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
1

157171
43 185, oo 17.80 18.00 18.20 18.40
m/z 43.10 89.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5
5000 LA L L L L L L LB L |
129 17.80 18.00 18.20 18.40
15 185 228 m/z 60.00 82.14%
1011151435717 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 N e
17.80 18.00 18.20 18.40
5000 29 256 m/z 41.10 73.63%

129

97 115 213
14315717118599 227,

Wmﬂmﬁwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #75072: Tetradecanoic acid AR e R RE
73 17.80 18.00 18.20 18.40
43 m/z 55.10 73.18%
5000
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. OO 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.63 4_.31 ng/ul 801943 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 99
2 9,10-Anthracenedione 208 C14H802 000084-65-1 95
3 9,10-Anthracenedione 208 C14H802 000084-65-1 94
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 93
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 86
Abundance Scan 2728 (18.633 min): BM005521.D (-2723) (-) m/z 208.10 100.00%
152 180 208
5000
76
50 126 " 18.40 18.60 18.80 19.00
95 111
o kb e 228243 205 286301 | "m/z 180.10  93.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 RN SN SRR RN RO
18.40 18.60 18.80 19.00
50 m/z 152.10 84 .33%
126
--.----.--“--.‘---H-‘.--‘--l.o-z---.-‘--- S SN N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
180 T R SRR SN BN
18.40 18.60 18.80 19.00
5000 152 m/z 151.10 45_09%
76
mﬁmﬁmﬂwﬁwﬁmﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61653: 9,10-Anthracenedione A EE R e S
180 208 18.40 18.60 18.80 19.00
152 m/z 76.00 30.36%
5000 76
‘ 126
''I"''I""'I'"'I""I""I""'I"""I""“IIII 'H" IR SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 8 (DEL) Alkane: Cyclic-18.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.96 6.67 ng/ul 1241360 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 98
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Cyclohexadecane 224 C16H32 000295-65-8 93
5 1-Octadecene 252 C18H36 000112-88-9 93
Abundance Scan 2784 (18.962 min): BM005521.D (-2780) (-) m/z 55.10 100.00%
95 83
5000 /J\,JJ\‘
111
140 258 18.60 18.80 19.00 19.20
o3 A 70, 100 100207224 P 288 314 355 .43 10 96.200%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 UM LR RN SRR
18:60 18.80 19.00 19.20
29 ”1 m/z 57.10 94 _22%
i h‘ H\ | | 139 168 195 224 252
m/z--> 50 150 200 2%0 300 350
Abundance
43 83
18:60 18,80 19.00 19.20 |
5000 m/z 83.10 89.15%
111
63 139 168 196 941 WN_VM,M,,FNWWJ\f~f“““”\“JL“
m/z--> " 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester L Ba e
4 18.60 18.80 19.00 19.20
69 m/z 69.10 84 _49%
97
5000
125
d \ Ly 196 224
m/z--> 50 100 150 200 250 300 350 18.60 18,80 19.00 19.20 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 9 7H-Dibenzo(a,g)carbazole Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.30 3.12 ng/ul 581141 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Dibenzo(a,g)carbazole 267 C20H13N 000207-84-1 52
2 4-Phthalimidobenzoic acid 267 C15H9NO4 005383-82-4 52
3 13H-Dibenzo[a, i]carbazole 267 C20H13N 000239-64-5 50
4 13H-Dibenzo[a, i]carbazole 267 C20H13N 000239-64-5 50
5 5H-Naphtho[2,3-b]Jcarbazole 267 C20H13N 000248-96-4 50
Abundance Scan 2841 (19.297 min): BM005521.D (-2838) (-) m/z 267.20 100.00%
267
5000
296
5 57 4 % 124 1T5 181 209 238 315 355 19.00 19.20 19.40 19.60
N o by O R W m/z 296.30 27.93%
m/z--> 50 100 150 200 250 300 350
Abundance #98701: 7H-Dibenzo(a,g)carbazole
267
5000

19.00 19.20 19.40 19.60
m/z 268.20  21.79%

133
39 63 87106 | 163 187 213 239

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

Abundance
76 104 267
R AR e
137 19.00 19.20 19.40 19.60
5000 50 m/z 155.10 17.31%
223
250
157 178 206
m/z--> 50 100 150 200 250 300 350
Abundance #98705: 13H-Dibenzo[a,i]carbazole A Emma s e
267 19.00 19.20 19.40 19.60
m/z 165.10 10.95%
5000

F

133
51 73 105 | 163 187 211 239 |

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

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 10 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.39 3.14 ng/ul 728060 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2857 (19.392 min): BM005521.D (-2854) (-) m/z 73.00 100.00%
43
5000 ‘/VNAW-"
19.00 19,20 1940 19.60 19.80
0 m/z 43.10 87.36%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 TTTT LR B TTTT TT
mmwmmmmmmm
185 241 m/z 55.10 80.90%
|15| “. \I I H H‘“ u‘h\ M\ u ‘. 157\ “. \|2|13| L .“ |‘2|6$ .“. I ——
m/z--> 50 100 150 200 250 300 350
Abundance
43 g
19.00 19)20 19)40 19!60 19)80
5000 m/z 60.00 72.96%
129
97 185 - 284
18 157 213 265
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #108839: Octadecanoic acid T T
43 19.00 19.20 19.40 19.60 19.80
m/z 41.10 72.19%
5000
129 284
‘ “ 185 241
. I\Igwi Ly .‘1u L ,2}%‘. L6} o
m/z--> 200 250 300 350 19. 00 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 11 7H-Benz[de]anthracen-7-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.60 6.77 ng/ul 1570980 Chrysene-d12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 97
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 93
3 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 90
4 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 86
5 Fluoranthene 202 C16H10 000206-44-0 83
Abundance Scan 3232 (21.597 min): BM005521.D (-3229) (-) m/z 230.10 100.00%
30
202
5000
101 0 2140 2160 21.80 22.00
75 150174 21.20 21.40 21.60 21.80 22.00
i A2O T 4| 288 294 329 860 392417 4TS "m/z 202.10  68.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #76455: 7TH-Benz[de]anthracen-7-one
230
5000 202 RN AR AR AR
21:20 21.40 21.60 21.80 22.00
m/z 200.10 31.68%

27 50 74 101156150174 |
L A B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
230

2120 21140 21.60 21.80 22.00
5000 m/z 201.10 23.43%
202

101
28 51 75 126150174

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #76454: 7TH-Benz[de]anthracen-7-one A T
230 21.20 21.40 21.60 21.80 22.00

m/z 231.10 17.74%

5000 202
101

m/z--> 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 12 3-Thiocyanatocarbazole Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.71 12.49 ng/ul 2897930 Chrysene-di2 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiocyanatocarbazole 224 C13H8N2S 040604-35-1 90
2 1,8-Dimethyl-3,6-diazahomoadaman... 224 C12H20N2S 1000216-30-4 64
3 9-Fluorenone-4-carboxylic acid 224 C14H803 006223-83-2 53
4 Dibenzo[d,f]-1,3,2-dioxaborepine... 224 C14H13B02 1000160-51-1 53
5 2-Propen-1-one, 1-(2-hydroxyphen... 224 C15H1202 001214-47-7 50

Abundance Scan 3251 (21.709 min): BM005521.D (-3248) (-) m/z 224.10 100.00%
224
5000 K
192 e T (R
98 196 153 21.40 21.60 21.80 22.00
) I Rl .ll, A 253 296319343 377400 434 | 1./57192 10  22.08%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #72238: 3-Thiocyanatocarbazole
224
5000 SR AR UL IR AR
21.40 21.60 21.80 22.00
69 98 192 m/z 225.10 16.06%
139 10,
.w“.““.““.”““. ‘l k iy ‘\ \\ Ayt \H\ —— T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
149 191 224
21.40 21.60 21.80 22.00
5000 72 m/z 196.00 9.13%
4 121
96
mz-> 0 50 100 150 200 250 300 350 400
Abundance #72361: 9-Fluorenone-4-carboxylic acid e A S S e e
224 21.40 21.60 21.80 22.00
m/z 223.10 8.58%
5000
151 179
14 50 P985 | |
m/z--> ) % ﬁ01% ﬁozm 300 350 400 21.40 21,60 21.80 22.00 |

SOM02 .2-EPA-BM051816.M Fri May 20 17:56:46 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 13 (DEL) Alkane: Cyclic-24.33 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .33 25.59 ng/ul 7755190 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Cyclooctacosane 392 C28H56 000297-24-5 87
5 Octacosanol 410 C28H580 000557-61-9 83
Abundance Scan 3697 (24.332 min): BM005521.D (-3691) (-) m/z 57.10 100.00%
57 97
5000 J/L\‘
1 200 o0 24120 54%0 250
53 - - - :
ol AALLLY | 2%18121024127071 7 335364 401430 466494 849 | 15T g5 0 90, 15%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98168: 9-Nonadecene
55
83
5000 UL AR RS
1 24.00 24.20 24.40 24.60
2# m/z 97.10 87.60%
I
|"k‘|'“dkhf'ﬁ'l%§?' e N S B SR B
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
o7 24.00 24.20 24.40 24.60
5000 m/z 55.10 81.91%
125
27 153181 308 __‘N/\Mwm/\/\\v\\vﬁw%~
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168066: 17-Pentatriacontene A E e
43 24.00 24.20 24.40 24.60
m/z 43.10 79.82%
5000 A‘~M~%_"“N/\/\\/\\\VAN~*\“
M }39167196224 267294322 462490
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 14 9H-Fluorene, 9,9-diphenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .56 15.39 ng/ul 4665180 Perylene-d12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene, 9,9-diphenyl- 318 C25H18 020302-14-1 53
2 11-Benzyl-2-methyl-2,3,4,5,6,11-._.. 318 C21H22N20 122531-39-9 45
3 Xanthine, 1,3-dimethyl-8-[2-(3,5... 318 C15H12F2N402 1000127-95-4 45
4 2,4-Diamino-5,6-diphenylthieno[2... 318 C18H14N4S 042160-23-6 42
5 Thiazole, 4-(3-fluoro-4-methoxyp... 318 C16H12F2N20S 1000264-30-7 42
Abundance Scan 3736 (24.562 min): BM005521.D (-3730) (-) m/z 318.10 100.00%
318
5000 ]\
o3 9 105226 24.20 24.40 24.60 24.80
92 15 198 261289 . . .
Ot ity 20 b b d 324,407 443 479 549 7731910 21.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127309: 9H-Fluorene, 9,9-diphenyl-
318
5000 L B SULRI SR B
241 24,20 24.40 24.60 24.80
m/z 63.10 17.92%
77 120 159 213 | )
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
318
24.20 24.40 24.60 24.80
5000 o1 m/z 64.05 16.96%
227
44 128 159 199 259 289
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126823: Xanthine, 1,3-dimethyl-8-[2-(3,5-difluorophenyle... R e e R
318 24.20 24.40 24.60 24.80
m/z 226.00 11.48%
5000 e8
4 ‘ 1:!-9 [} l l | ‘205232260289‘
miz--> "'5'0””166'”1&'36'”206'”256”'306”'35'36”4'166"4'15'36"'5(')6”'55'36 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 15 (DEL) Alkane: Cyclic-26.07 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.07 18.21 ng/ul 5520040 Perylene-d12 23.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c,t) 294 C21H42 095008-11-0 93
2 13-Methyl-Z-14-nonacosene 420 C30H60 1000131-19-0 92
3 17-Pentatriacontene 491 C35H70 006971-40-0 91

438 C30H620
octad... 416 C21H37F502

000593-50-0 89
1000280-07-7 80

4 1-Triacontanol
5 Pentafluoropropionic acid,

Abundance Scan 3992 (26.068 min): BM005521.D (-3987) (-) m/z 57.10 100.00%
7
83
5000 111
139 ' 25.80 26.00 26,20 26.40
167195

O AL g | 30120 236 281 328 360387418443 475503 | sz 83.10  78.35%

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #114448: 10-Heneicosene (c,t)

-

5000 og

25. 80 26. 00 26. 20 26 40

3
181209237265293321349378

111
139
m/z--> 0 50 O 250 300 350 400 450 500
Abundance
57 97
5000 125 405

m/z 97.10 75.57%

E

25.80 26.00 26.20 26.40

m/z--> 0 50

100 150 200 250 300 350 400 450 500

Abundance
4

5000

3

#168066: 17-Pentatriacontene

111
| 139167196224 267293321

462490

m/z 43.10 73 .46%

:

25.80 26.00 26.20 26.40

m/z 55.10 70.67%

f§

m/z--> 0 50

100 150 200 250 300 350 400 450 500

25. 80 26. 00 26. 20 26 40

SOM02 .2-EPA-BM051816.M Fri May 20 17:56:51 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051916\
Data File : BM005521.D

Acq On : 20 May 2016 05:11

Operator : UM/SJ

Sample : H2841-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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]
Benzenamine, 3-me... 8.75 2.0 ng/ul 100144 1 7.84 978782 20.0
Benzenamine, 2-ch... 12.22 5.0 ng/ul 414234 2 10.63 1647990 20.0
Benzenamine, 2-me... 16.62 4.4 ng/ul 817347 4 17.21 3724730 20.0
(DEL) Alkane: Cyc... 17.59 3.0 ng/ul 566144 4 17.21 3724730 20.0
Tetradecanoic acid 18.11 5.0 ng/ul 923980 4 17.21 3724730 20.0
9,10-Anthracenedione 18.63 4.3 ng/ul 801943 4 17.21 3724730 20.0
(DEL) Alkane: Cyc... 18.96 6.7 ng/ul 1241360 4 17.21 3724730 20.0
7/H-Dibenzo(a,g)ca... 19.30 3.1 ng/ul 581141 4 17.21 3724730 20.0
Octadecanoic acid 19.39 3.1 ng/ul 728060 5 21.39 4638880 20.0
7H-Benz[de]anthra... 21.60 6.8 ng/ul 1570980 5 21.39 4638880 20.0
3-Thiocyanatocarb... 21.71 12.5 ng/ul 2897930 5 21.39 46388380 20.0
(DEL) Alkane: Cyc... 24.33 25.6 ng/ul 7755190 6 23.70 6061290 20.0
9H-Fluorene, 9,9-... 24.56 15.4 ng/ul 4665180 6 23.70 6061290 20.0
(DEL) Alkane: Cyc... 26.07 18.2 ng/ul 5520040 6 23.70 6061290 20.0
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