LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM012317 .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

3.387 132 136 145 rVB3 24519 36234 1.48% 0.130%
7.081 757 764 777 rVB2 452590 822001 33.64% 2.945%
rvB 310313 470470 19.25% 1.686%
7.463 822 829 837 rBV 449648 729639 29.86% 2.614%
7.934 902 909 915 rBV 369665 582433 23.83% 2.087%
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8.628 1017 1027 1038 rBV 421400 701114 28.69% 2.512%
9.098 1098 1107 1113 rBV 503693 815001 33.35% 2.920%
rvB3 16899 29360 1.20% 0.105%
9.816 1221 1229 1239 rBV 440714 715963 29.30% 2.565%
10.351 1310 1320 1331 rBV 561950 926185 37.90% 3.318%
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11 10.733 1379 1385 1394 rVB 419321 728406 29.81% 2.610%
12 10.869 1402 1408 1417 rVB 472286 829539 33.95% 2.972%
13 13.974 1929 1936 1941 rBV 965382 1317540 53.92% 4.721%
14 14.016 1941 1943 1949 rVB 144908 197072 8.06% 0.706%
15 14.263 1979 1985 1994 rVB 912574 1333619 54.57% 4._.778%

16 14.568 2030 2037 2043 rBvV 646829 911165 37.29% 3.265%
17 14.751 2062 2068 2075 rBV 544302 763329 31.24% 2.735%
18 15.398 2173 2178 2184 rVB 43868 54182 2.22% 0.194%
19 15.563 2199 2206 2212 rVB 1238797 1716382 70.24% 6.150%
20 15.668 2219 2224 2233 rBV 490139 696039 28.48% 2.494%

21 15.804 2241 2247 2251 rVB5 24366 35674 1.46% 0.128%
22 16.262 2320 2325 2328 rBV2 50888 75165 3.08% 0.269%
23 17.051 2455 2459 2464 rBV2 42643 54838 2.24% 0.196%

24 17.315 2497 2504 2510 rBV 801568 1156549 47.33% 4.144%
25 17.415 2514 2521 2527 rBV 1370716 1983566 81.17% 7.107%

26 18.056 2626 2630 2639 rBV6 18611 31431 1.29% 0.113%
27 18.186 2647 2652 2658 rBV2 198294 264918 10.84% 0.949%
28 18.533 2704 2711 2717 rVB5 38830 66302 2.71% 0.238%
29 19.339 2840 2848 2850 rBV5 44008 86037 3.52% 0.308%
30 19.362 2850 2852 2856 rVB3 29587 37331 1.53% 0.134%

31 19.456 2864 2868 2874 rBV2 169054 226108 9.25% 0.810%
32 19.609 2887 2894 2899 rBV 757579 842837 34.49% 3.020%
33 19.703 2903 2910 2918 rBV 1735642 2443664 100.00% 8.756%
34 20.650 3067 3071 3077 rVB 697163 721974 29.54% 2.587%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM012317 .M
SVOA CALIBRATION

Method
Title

35 21.168 3155 3159 3168 rBV7 127296 191386 7.83% 0.686%
36 21.480 3207 3212 3217 rBV 1193331 1504467 61.57% 5.390%
37 22.691 3414 3418 3423 rVB2 98569 158928 6.50% 0.569%

38 23.691 3582 3588 3597 rVB2 1220311 2320567 94.96% 8.314%
39 23.844 3608 3614 3621 rVB 682913 1332542 54.53% 4.774%

Sum of corrected areas: 27909957
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008851.D

1500000

1000000

500000 .08 746 gz X0 9.82 101987

7.26
0\\*W_A3§9 A n 9.47

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: BM008851.D

1970
1500000

17.42
15.56

1000000 13-971 4.26
17.32 19.61

14.57
14.75

500000 5.67

18.19 19.4

14.02
40 16.26 . L 49& 18.53 19,
Jq J 15.40 15.80 16 17.05 18. 18. Jv__kdw,m»

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: BM008851.D

1500000 23.69

21.48

1000000 P3.84
20.65

500000

22.69
21.17 P e N

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\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.19 4.58 ng/ul 264918 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2653 (18.192 min): BM008851.D (-2647) (-) m/z 43.10 100.00%
431 730
5000 129.0
l 17.80 18.00 18.20 18.40 18.60
Ol m/z 55.00 88.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 17.80 18.00 18.20 18.40 18.60
‘ 1570 1gso 2130 2560 | M/Z 60.00  86.14%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
17.80 18.00 18.20 18.40 18.60
5000 129.0 m/z 73.05 82.10%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid e AR R AR e
73.0 17.80 18.00 18.20 18.40 18.60
43.0 m/z 41.10 81.65%
5000 129.0
0 ——r ‘i"‘ ; .”l“l‘. ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40 18.60

SOM02.2-EPA-BM012317 .M Wed Jan 25 15:46:49 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.46 3.01 ng/ul 226108 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 72
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance 43.00 100.00%

Scan 2869 (19.462 min): BM008851.D (-2864) (-) m/z

L

19.20 19.40 19.60 19.80

5000

0 m/z 73.00 90.81%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,/73.0
5000 129.0 R RS e e e
19. 20 19. 40 19.60 19.80
185.0 241.0 284.0 m/z 54.95 80.37%
m/z--> 0 50 100 150 200 250 300 350
Abundance
43.0 730
19.20 19.40 19.60 19.80
5000 m/z 57.00 78.89%
129.0
1850 a1 2840
0 15.0 213.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B B IR i
43.0 19.20 19.40 19.60 19.80
m/z 60.00 75.24%
73.0
‘ 129 0
185.0213.0241.0
o LU JM T NN S N | A
m/z--> 0 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.61  11.20 ng/ul 842837  Chrysene-d12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87

031158-91-5 64
000110-34-9 55
000111-06-8 52

2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002
4 Hexadecanoic acid. butyl ester 312 C20H4002

5 Eicosanoic acid 312 C20H4002 000506-30-9 42
Abundance Scan 2894 (19.609 min): BM008851.D (-2887) (-) m/z 56.10 100.00%
56.1
5000
257.2 Trrrrrrrrprrrr[rrorr[rr
3.0 1zs|3.0157 118502131 | \ 3123 agsq | 19:20 19.40 10.60 10.80 20.00
0 NP o i O S N S - = m/z 57.10 77.66%
m/z--> 50 100 150 200 250 300 350
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 | BN LN L L LB L
19.20 19.40 19.60 19.80 20.00
29.0 m/z 41.05 68.96%
3.0 29.0 257.0
oL LI, o srommonzo ()7 mzo
m/z--> 50 100 150 200 250 300 350
Abundance
56.0
e N B EEE S e
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.05 63.13%
29.0
83.0 129.0
0 157.0185.0213.0 257.0 312.0
ol e e
m/z--> 50 100 150 200 250 300 350
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 19.20 19.40 19.60 19.80 20.00
m/z 55.10 44 .54%
5000
239.0
280 85.0 129.0
0 h‘ 1 ‘\‘n \HJ. \'n mk { 15?0‘18‘50 | |\ 2820 31?0
e e
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid, 2-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.65 9.60 ng/ul 721974 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 91
2 Butvl mvristate 284 C18H3602 000110-36-1 58
3 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 50
4 2-1sopropvl-3-vinvloxirane 112 C7H120 070777-23-0 35
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30
Abundance Scan 3071 (20.650 min): BM008851.D (-3067) (-) m/z 56.10 100.00%
58.1
5000
285.3 I & W
711291 gg51 2412 20.40 20.60 20.80 21.00
' ' 340.2 414.9 ' ' : :
ol STV SO VSN WU T M st . - . m/z 57.10 79.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester
57.0
5000 A SRR B TS B
285.0 20.40 20.60 20.80 21.00
: m/z 43.05 67.01%
97.0129.0 1850 2410 H 340.0
0‘15- .‘““.“h‘l‘ ‘.“h.“..‘l...‘..l....‘.l.“..‘.l...ﬁll....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
' 20.40 20.60 20.80 21.00
0
5000 20,0 m/z 41.10 61.67%
970 129.0 185.0 284.0
L L L WL WL WL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #177148: Octadecanoic acid, butyl ester T T T T T
56.0 20.40 20.60 20.80 21.00
m/z 55.05 46.19%
129.0
\ j “ 97.0 | 1850 2410 ‘
ok i
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Cyclic21.17 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.17 2.54 ng/ul 191386 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 78
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 76
4 1-Nonadecene 266 C19H38 018435-45-5 66
5 Cyclotetracosane 336 C24H48 000297-03-0 62
Abundance Scan 3159 (21.168 min): BM008851.D (-3155) (-) m/z 57.10 100.00%
57.1
5000
1470 1929 ooh 90801 355.1 20.80 21.00 21.20 2140
of ALl Tm/z 43.10  99.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104187: 9-Octadecene, (E)-
55.0
97.0
5000 NI BRI B
20.80 21.00 21.20 21.40
L m/z 55.00 90.67%
ol240| .‘-“- L J‘ 1390 1820 220
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 20.80 21.00 21.20 21.40
5000 m/z 83.10 82.65%
125.0
o 168.0 210.0 252.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
58.0 20.80 21.00 21.20 21.40
m/z 69.10 74 .00%
5000 97.0
Jeab, I‘J | | 1390 1810 2520
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012417\
Data File : BM0O08851.D

Aca On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 3,5-Dinitrobenzoic acid, 3,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.69 2.39 ng/ul 158928 Perylene-di12 23.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dinitrobenzoic acid. 3.7.11-... 416 C22H28N206 054605-44-6 72
2 Supraene 410 C30H50 007683-64-9 72
3 3-Cvclohexene-1-carboxaldehvde. ... 192 C13H200 052475-89-5 64
4 Saualene 410 C30H50 000111-02-4 64
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56
Abundance Scan 3418 (22.691 min): BM008851.D (-3414) (-) m/z 69.10 100.00%
69.1
5000
l } 1211 160.8191.99901 266.9 3969 415.9 22.40 22.60 22.80 23.00
O b L PR PSS S PR o0 Tm/z 81.00 33.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217831: 3,5-Dinitrobenzoic acid, 3,7,11-trimethyldodeca-2...
69.0
5000 HSR IR BN SUNSA SR
22.40 22.60 22.80 23.00
1360 1950 m/z 41.05 21.82%
0 29"” 1l ‘H‘u“ ]\'N\O%"O\H \“ ‘ | ‘ 254.0 373.0 41\6'0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
22,40 22.60 22.80 23.00
5000 m/z 68.05 14 _.40%
137.0
oL 290 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54660: 3-Cyclohexene-1-carboxaldehyde, 3-(4-methyl-3-pent...
69.0 22.40 22.60 22.80 23.00
m/z 95.10 10.56%
5000
163.0
0240 o ?}O?O‘ ! ‘ !
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012417\
Data File : BM0O08851.D

Acq On : 24 Jan 2017 22:52

Operator : UM/SJ

Sample : 11315-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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]
n-Hexadecanoic acid 18.19 4.6 ng/ul 264918 4 17.32 1156550 20.0
Octadecanoic acid 19.46 3.0 ng/ul 226108 5 21.48 1504470 20.0
Hexadecanoic acid... 19.61 11.2 ng/ul 842837 5 21.48 1504470 20.0
Octadecanoic acid... 20.65 9.6 ng/ul 721974 5 21.48 1504470 20.0
(DEL) Alkane: Cyc... 21.17 2.5 ng/ul 191386 5 21.48 1504470 20.0
3,5-Dinitrobenzoi... 22.69 2.4 ng/ul 158928 6 23.84 1332540 20.0
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