LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 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-BM042517 .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 6.981 656 662 673 rBY 239926 429865 6.11% 1.040%
2 7.146 684 690 697 rvB 204936 317920 4_52% 0.769%
3 7.340 717 723 732 rBVY 242858 413637 5.88% 1.000%
4 7.811 796 803 810 rBV 438246 727946 10.34% 1.761%
5 8.516 917 923 932 rBY 292132 497166 7.06% 1.202%
6 8.975 994 1001 1011 rBV 267324 459863 6.53% 1.112%
7 9.699 1116 1124 1131 rBV 215982 386734 5.49% 0.935%
8 10.234 1209 1215 1224 rBV2 299024 528180 7.50% 1.277%
9 10.604 1272 1278 1288 rVB 648927 1085665 15.42% 2.626%
10 10.757 1295 1304 1317 rVB2 233991 503700 7.15% 1.218%
11 11.599 1442 1447 1450 rBV 53660 79809 1.13% 0.193%

12 12.957 1673 1678 1683 rVB 117048 166854 2.37% 0.404%
13 13.863 1827 1832 1837 rBV 594945 893953 12.70% 2.162%
14 13.910 1837 1840 1845 rVB3 222284 288577 4._.10% 0.698%
15 14.151 1875 1881 1886 rBV 694215 1021616 14.51% 2.471%

16 14.457 1927 1933 1941 rVB2 1006090 1619586 23.00% 3.917%
17 14.687 1965 1972 1979 rBV 183260 371790 5.28% 0.899%
18 14.834 1993 1997 2000 rBV3 45783 71027 1.01% 0.172%
19 14.951 2012 2017 2021 rBV6 43432 83116 1.18% 0.201%
20 15.451 2096 2102 2107 rBV 976804 1410746 20.04% 3.412%

21 15.592 2121 2126 2131 rBV 250281 372938 5.30% 0.902%
22 15.686 2137 2142 2151 rVB 220922 367017 5.21% 0.888%
23 16.163 2216 2223 2228 rBV 421141 737740 10.48% 1.784%
24 16.986 2358 2363 2368 rBV 320943 473613 6.73% 1.145%
25 17.210 2394 2401 2407 rBV 1463497 2147390 30.50% 5.194%

26 17.310 2413 2418 2424 rVB 1194131 1634963 23.22% 3.954%
27 17.592 2463 2466 2470 rBV2 102611 134336 1.91% 0.325%
28 17.898 2515 2518 2522 rVB4 75617 86095 1.22% 0.208%
29 18.086 2546 2550 2555 rBV3 121031 201062 2.86% 0.486%
30 18.204 2566 2570 2578 rBV3 371409 526462 7.48% 1.273%

31 18.480 2612 2617 2624 rVB2 951971 1381517 19.62% 3.341%
32 18.669 2644 2649 2657 rBV 5575207 7040582 100.00% 17.028%
33 18.827 2672 2676 2682 rVB3 203734 344461 4._.89% 0.833%
34 19.169 2730 2734 2737 rBV2 179916 275187 3.91% 0.666%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 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-BM042517 .M
SVOA CALIBRATION

35 19.604 2804 2808 2813 rBV 1442900 1909852 27.13% 4.619%

36 19.721 2825 2828 2831 rBV 362273 487431 6.92% 1.179%
37 20.063 2883 2886 2890 rVB 1079017 1113371 15.81% 2.693%
38 20.316 2924 2929 2937 rBV 3947711 5359516 76.12% 12.963%
39 21.080 3056 3059 3065 rVB 1340456 1642911 23.33% 3.974%
40 21.398 3109 3113 3122 rVB 2718767 3751797 53.29% 9.074%

Sum of corrected areas: 41345991
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM009847.D

10.60

7.81 0.76

6.9818.34 852 898 970 10.23

11.60

0
Time-->

9.50

350 400 450 500 550 600 650 700 750 800 850 9.00

I I
10.00 10.50 11.00 11.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM009847.D

18.67
20.32

12.96
2\

Time-->

Ob—
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM009847.D
21140

21.08

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.96 2.06 ng/ul 166854 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
Abundance Scan 1678 (12.957 min): BM009847.D (-1673) (-) m/z 57.10 100.00%
71
43
5000
85 MY Ao 77 NS0
o9 113 127 12.60 12.80 13.00 13.20
et Wl Sl 168 Tm/z 71.05  81.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000
12.60 12.80 13.00 13.20
29 85 m/z 43.05 65.85%
| ‘ I ‘ 99 113 127 141 155 169 183 197
m/z--> 20 Jo éo éo 100 150 140 160 180 200
Abundance
57
71 RN SN U
12.60 12.80 13.00 13.20
5000 43 m/z 41.10 49.62%
29 85
99 113 127 149 155 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,ll—trimethyl— LA L L LB L DL B
57 12.60 12.80 13.00 13.20
43 1 m/z 85.10 24.94%
5000
29 85
| L I w 99 113 127 149 155 169 182 197207
m/z--> 20 4'0 6|O 80 1(')0 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.69 4_.53 ng/ul 367017 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 74
4 Pentadecane 212 C15H32 000629-62-9 64
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53

Abundance Scan 2143 (15.692 min): BM009847.D (-2137) (-) m/z 57.10 100.00%

57
5000 43 71
85

| |9Mn 180 15.40 15.60 15.80 16.00
127 141 169
.“..4H.J,.ﬁu,v”sm”v.“..w.ﬁ??..”,.¥¥EQZ?§:.. m/z 43.10 46.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
71

5000 LI B e B B
15. 40 15 60 15. 80 16. OO

29 ‘ & m/z 71.10  44.81%
R

| L ¥ 13127141 155 169 183 197 226

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

Abundance
57
15.40 15.60 15.80 16.00
5000 43 = m/z 85.15 23.87%
29 85
98 113 157 141 155 169 184
R an T e  Ea
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48842: Undecane, 6-ethyl- T A
57 15.40 15.60 15.80 16.00
71 m/z 41.00 22 .61%
43
5000
29 85 112
| | 9 26 8
Ul b gl gl | 126 140 H 168 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.40 15 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 6.87 ng/ul 737740 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 86
4 Decane, 2-methyl- 156 C11H24 006975-98-0 83
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 81
Abundance Scan 2223 (16.163 min): BM009847.D (-2216) (-) m/z 57.10 100.00%
57
43 | 71
5000
99113 15:80 16.00 16,20 16.40
127 183 - - - -
S 141155 199213 232 253 281 n/z 43.10 72 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- A\Aﬁj\\/\w
57
71
43
5000 R A SUNL IR U B
85 15.80 16.00 16.20 16.40
29 00 113127 m/z 71.10 71.87%
| L “ LT 141155169183197211225239253267282
m/z--> 20 45 60 80 100 120 150 1éo 180 200 220 240 260 280
Abundance
57
43 & PN U SRR B
15.80 16.00 16.20 16.40
5000 m/z 41.05 36.05%
29 85
99 113127141 155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83050: Dodecane, 2-methyl-8-propyl- R B .
43 57 15.80 16.00 16.20 16.40
n m/z 85.10 29.08%
5000
85
‘ 112
LT 127141155189 67011 006
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.99 4.41 ng/ul 473613 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 80
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 2364 (16.992 min): BM009847.D (-2358) (-) m/z 57.10 100.00%
g7
LNV BRI SUNI B
113 192 16.60 16.80 17.00 17.20 17.40
—_— ol L 1871097214 242 281 | “m/z 71.10 86.74%
m/z--> 50 100 150 200 250 300 350
Abundance #48870: Undecane, 3,8-dimethyl-
57
5000 85 LA BN SURUR B
16,60 16,80 17.00 17.20 17.40
29 m/z 43.10 62 .34%
u‘ \L “ \1%3 1‘\11
m/z--> " 50 100 150 200 250 300 350
Abundance
57
&5 1660 16.80 17.00 17.20 17.40
5000 m/z 85.10 42 _4T%
29
M3 141 169 107 240
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e B B e
57 16.60 16.80 17.00 17.20 17.40
m/z 41.05 32.90%
5000
85
29 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 16,60 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.20 4.90 ng/ul 526462 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide, N-Phenyl-N-[1-(2-(4... 350 C23H30N20 090736-18-8 27
2 Benzenamine, 2,3,4,5,6-pentamethyl- 163 C11H17N 002243-30-3 25
3 Alpha-(4-cinnolinyl)-alpha-pheny... 245 C16H11N3 018592-05-7 25
4 Benzene, 1,4-bis(l1-hydroxy-2-pro... 194 C12H1802 1000161-06-4 25
5 4H-1,2,4-Triazole, 3-(3,5-dimeth... 163 C7HON5 003310-78-9 18
Abundance Scan 2569 (18.198 min): BM009847.D (-2566) (-) m/z 245.20 100.00%
163 245
5000
260 281 17.80 18.00 18.20 18.40 18.60
m/z 163.05 83.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #184162: Propanamide, N-Phenyl-N-[1-(2-(4-methylphenyl)eth...
245
146 1
5000 189
17.80 18.00 18.20 18.40 18.60
St 105119 m/z 95.10 58.77%
---w--‘--zj? .‘ Ly ‘HI \“ H‘ : ‘:I.'ﬁ?...l..‘..z?:?.. RRERAREEEESAE N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
148163
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.80 18.00 18.20 18.40 18.60
5000 m/z 91.05 56.46%

3953 7791105 131

Wmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98233: Alpha-(4-cinnolinyl)-alpha-phenylethanenitrile T T T T T
245 17.80 18.00 18.20 18.40 18.60
m/z 41.10 48.56%

L

5000

t

28 51 75 9410953140 163 190 216330 |
MBI S L Ml LSS SN AN Mot SN aasaEEee

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.48 12.87 ng/ul 1381520 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-(4-ethylcyclohexy... 262 C19H34 301643-32-3 47
2 photocitral A 152 C10H160 055253-28-6 38
3 Benzamide, N-(4-fluorophenyl)-3-... 233 C13H9F2NO 1000307-16-3 38
4 1-Cyclohexene-1-acetaldehyde, .a... 152 C10H160 053155-80-9 30
5 2,5,9-Tetradecatriene, 3,12-diet... 248 C18H32 074685-87-3 30
Abundance Scan 2617 (18.480 min): BM009847.D (-2612) (-) m/z 233.20 100.00%

55 81 123 233
109
95
41
5000
262 18.20 18.40 18,60 18.80
247

- L Hrrfer28S- | m/z 55.10  89.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112666: Cyclohexene, 4-(4-ethylcyclohexyl)-1-pentyl-
41 55 g9

95

18.20 18.40 18.60 18.80
m/z 81.10 86.58%

5000

109123137

il

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

Abundance
123
81
18.20 18.40 18.60 18.80
m/z 123.10 82.51%
5000{ 4 & 95
109
137
152
mewwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88295: Benzamide, N-(4-fluorophenyl)-3-fluoro-
123 18.20 18.40 18.60 18.80
m/z 109.05 76.99%
233
5000 95
39 57 ° | 100 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18. 60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 18-Norabietane Concentration Rank 1

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

18.67 65.57 ng/ul 7040580 Phenanthrene-d10 17.21

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 18-Norabietane 262 C19H34 1000293-16-6 92

2 Bicyclo[7.7.0]hexadec-1(9)-ene 220 C16H28 1000159-39-6 46

3 3-Hexadecyne 222 C16H30 061886-62-2 46

4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 44

5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 42
Abundance Scan 2649 (18.669 min): BM009847.D (-2644) (-) m/z 109.10 100.00%

5000

L

18.40 18.60 18.80 19.00
m/z 81.10 75.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112660: 18-Norabietane

-

5000
18.40 18.60 18.80 19.00

m/z 95.10 71.67%

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

Abundance
41 67 108
81
220 18.40 18.60 18.80 19.00
5000 m/z 55.10 64 .15%
27 135 102
149
163177 206
mmmmﬂwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79549: 3-Hexadecyne E B B o
18.40 18.60 18.80 19.00
m/z 41.10 61.50%
2
123
137151165179193 208222
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00

-

SOM-EPA-BM042517 .M Wed May 03 16:13:21 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.83 3.21 ng/ul 344461 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
5 Nonadecane 268 C19H40 000629-92-5 76
Abundance Scan 2676 (18.827 min): BM009847.D (-2672) (-) m/z 57.10 100.00%
57
5000
85 o
3 113 179 18.60 18.80 19.00 19.20
I W IL16000 211230249 281 86 “n7z 43.10  60.88%
m/z--> 50 100 150 200 250 300 350
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 85 LN LR SUMRR UM R
18.60 18.80 19.00 19.20
- 113 m/z 71.10 52 _.54%
169 197
1 ‘-‘.“- RN N el i A -~ SN
m/z--> 50 100 150 200 250 300 350
Abundance
57
1860 18:80 19.00 19.20
5000 m/z 41.10 29.96%
29 8 12
154 183
m/z--> 50 100 150 200 250 300 350
Abundance #59893: Tridecane, 2-methyl- A e
43 18.60 18.80 19.00 19.20
m/z 85.10 26.71%
5000 7
L2 e
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\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.56 ng/ul 275187 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
2 Decane, 2-methyl- 156 C11H24 006975-98-0 87
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 83
Abundance Scan 2734 (19.169 min): BM009847.D (-2730) (-) m/z 57.10 100.00%
g7
5000
4 85
113 a'on 1900 1690 1040 |
141 197 217 239 18.80 19.00 19.20 19.40
0 ,,,I bl ot J67 197217 289 265 296314 | Tl TG 55 74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141430: Eicosane, 2-methyl-
57
5000 a5 UL RS SRR B
4 18:80 19.00 19.20 19.40
m/z 43.10 52.60%
113 253
2 25 “\ LM a6 aer g O amiggy
m/z--> 6%&&%@mmmmmmmm@ﬁ'
Abundance
43
18:80 19.00 19.20 19.40
5000 & m/z 85.10 26.76%
27 113
2 97 141157
B RRARANRAR RALRA KRR KRS LARAN RALRE LA LARAS LARA) RALRS UALRE RARAS LARA) SALRI SAARI N
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl- L B o
57 18.80 19.00 19.20 19.40
m/z 41.10 25.84%
5000
4
113
183
| ‘ ] l ‘139155 ¢ 199 225 253
m/z--> 0 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 18:80 19.00 19,20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 10 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.72  2.60 ng/ul 487431  Chrysene-di2 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Diethylmalonic acid, monochlorid... 322 C14H14CIF303 1000369-27-5 38
2 Diethylmalonic acid, monochlorid... 322 C14H14CIF303 1000369-27-1 37

3 Methyl 4-methoxy-4,8,12,16-tetra... 370 C23H4603 1000110-20-1 28
4 Diethylmalonic acid, di(2,4,5-tr... 448 C21H18F604 1000369-27-0 25
5 Hexanoic acid, 2-ethyl-, dodecyl... 312 C20H4002 056078-38-7 9
Abundance Scan 2828 (19.721 min): BM009847.D (-2825) (-) m/z 145.00 100.00%
145
5000 57
83 111 257 19.40 19.60 19.80 20.00
41
ol A Ayl b I 168 191 220238 1| 283302 326 357 nsz 0 57.10  39.01%
m/z--> 50 100 150 200 250 300 350
Abundance #162388: Diethylmalonic acid, monochloride, 3,4,5-trifluor...
145
5000 LA L L L L L L LB L |
19.40 19.60 19.80 20.00
98 m/z 43.10 36.67%
69
18, 9 | 125 1g5 213 241250 287 gp
L B S e
m/z--> 50 100 150 200 250 300 350
Abundance
145
s e Ry
19.40 19.60 19.80 20.00
5000 m/z 41.10 27 .86%
98
41
15 69 125 213 259 287
e e L B e S e e
m/z--> 50 100 150 200 250 300 350
Abundance #197142: Methyl 4-methoxy-4,8,12,16-tetramethylheptadecanoate e A REEEEEasS
145 19.40 19.60 19.80 20.00
m/z 71.10 25.06%
5000
85
43
113 283
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 11 thio-bis(dimethylarsine) Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.06 5.94 ng/ul 1113370 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 thio-bis(dimethylarsine) 242 C4H12As2S 1000371-49-4 53
2 Ethene, 1-[2-methylphenyl]-2-[2-... 242 C15H140S 1000132-66-7 43
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 42
4 Chrysene, 5-methyl- 242 C19H14 003697-24-3 38
5 1,3-Diamino-5,6-dihydro-7-methox... 242 C13H14N40 037436-49-0 38
Abundance Scan 2886 (20.063 min): BM009847.D (-2883) (-) m/z 227.10 100.00%
227
5000 A
9 121 VDN B WS | WS
41 65 165 197 19.80 20.00 20.20 20.40
ol e 2 208288 316 344 m/z 242.10  74.54%
m/z--> 50 100 150 200 250 300 350
Abundance #96079: thio-bis(dimethylarsine)
227
5000 U IR BN SO AR
105 19.80 20.00 20.20 20.40

m/z 91.00 23.89%

137 197
m/z--> 50 100 150 200 250 300 350
Abundance
242

19.80 20 00 20. 20 20.40

5000 m/z 241.10 23.04%
165
45 77 gq 115134 A
m/z--> 50 100 150 200 250 300 350
Abundance #96039: Chrysene, 1-methyl- B R R nm
242 19.80 20.00 20.20 20.40

m/z 77.10 22 .84%

120
27 63 95 | 163 187 215LJ

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

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 12 Phenol, 4,4"-methylenebis[2... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.32 28.57 ng/ul 5359520 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,47 -methylenebis[2,6-di... 256 C17H2002 005384-21-4 97
2 Phenol, 4,47 -methylenebis[2,6-di... 256 C17H2002 005384-21-4 97
3 1H-Pyrrole, 3-ethyl-5-[(4-ethyl-._.. 256 C17H24N2 002407-83-2 59
4 3,5-Dimethyl-1-dimethylphenylsil... 256 C16H200Si 1000307-90-6 58
5 Benzene, 1,1"-(1-methylethyliden... 256 C17H2002 001568-83-8 47
Abundance Scan 2930 (20.321 min): BM009847.D (-2924) (-) m/z 241.05 100.00%
241
5000
M e om 20100 0,20 20140 20,60
41 65 165 1 ) . ) )
o L 3l JDperty s | pesasraiasar 415 o ToRETOE T 62250
m/z--> 50 100 150 200 250 300 350 400
Abundance #107629: Phenol, 4,4'-methylenebis[2,6-dimethyl-
241
5000 IUNBRUMB AR AR AR ARSI
20.00 20.20 20.40 20.60
135 m/z 255.10 20.29%
43 65 91 113JH 155 181 211 \
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
20.00 20.20 20.40 20.60
5000 m/z 91.00 17.05%
135
39 65 91113 181 225
mz-> 50 100 150 200 250 300 350 400
Abundance #107654: 1H-Pyrrole, 3-ethyl-5-[(4-ethyl-3,5-dimethyl-2H-p... T
241 20.00 20.20 20.40 20.60

m/z 242 .05 17.05%

5000 212 K
128
10
L?‘L 170 |y |,

T
m/z--> 50 100 150 200 250 300 350 400 20 00 20. 20 20. 40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 13 1-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.08 8.76 ng/ul 1642910 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 90
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 64
3 1-lododec-1-ene 266 C10H19l 1000192-68-7 58
4 Ethanone, 1-(1,2,2,3-tetramethyl... 168 C11H200 059642-07-8 55
5 3-Hexene, 2,2,5,5-tetramethyl-, ... 140 C10H20 000692-47-7 52
Abundance Scan 3059 (21.080 min): BM009847.D (-3056) (-) m/z 43.10 100.00%
5000
139 166 207 281 20.80 21.00 21.20 21.40
N 235258281303 340 370394 430 m/z 83.10 91.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95980: 1-Hexadecanol
55
83
5000 LR DR BN SR DR
20 80 21. oo 21. 20 21. 40
31 11 m/z 55.10 89.30%
il h e
m/z--> 56 200 250 360 3%0 460
Abundance
55
o LA SN SR SR
20.80 21.00 21.20 21.40
5000 m/z 69.10 85.18%
29 167
125
miz-> 50 100 150 200 250 300 350 400
Abundance #114982: 1-lododec-1-ene N B EE
48 g3 20.80 21.00 21.20 21.40
m/z 57.10 71.46%
266
167
“ ‘\ ‘ I {112 12| | 196 225 ‘
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 4(')0 20 80 21. oo 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050117\
Data File : BM009847.D

Acq On : 02 May 2017 01:17

Operator : SJ/MA

Sample - 12848-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
(DEL) Alkane: Str... 12.96 2.1 ng/ul 166854 3 14.46 1619590 20.0
(DEL) Alkane: Str... 15.69 4.5 ng/ul 367017 3 14.46 1619590 20.0
(DEL) Alkane: Str... 16.16 6.9 ng/ul 737740 4 17.21 2147390 20.0
(DEL) Alkane: Str... 16.99 4.4 ng/ul 473613 4 17.21 2147390 20.0
unknown-01 18.20 4.9 ng/ul 526462 4 17.21 2147390 20.0
unknown-02 18.48 12.9 ng/ul 1381520 4 17.21 2147390 20.0
18-Norabietane 18.67 65.6 ng/ul 7040580 4 17.21 2147390 20.0
(DEL) Alkane: Str... 18.83 3.2 ng/ul 344461 4 17.21 2147390 20.0
(DEL) Alkane: Str... 19.17 2.6 ng/ul 275187 4 17.21 2147390 20.0
unknown-03 19.72 2.6 ng/ul 487431 5 21.40 3751800 20.0
thio-bis(dimethyl... 20.06 5.9 ng/ul 1113370 5 21.40 3751800 20.0
Phenol, 4,4"-meth... 20.32 28.6 ng/ul 5359520 5 21.40 3751800 20.0
1-Hexadecanol 21.08 8.8 ng/ul 1642910 5 21.40 3751800 20.0
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