LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 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\SOM-EPA-BM021418.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
1 4.669 283 286 293 rVB2 30056 49108 2.73% 0.255%
2 5.940 500 502 507 rVB5 13713 18367 1.02% 0.095%
3 6.722 629 635 650 rVB2 118508 288948 16.08% 1.500%
4 6.869 655 660 668 rBV2 102651 182013 10.13% 0.945%
5 7.057 687 692 705 rBV2 162730 302058 16.81% 1.568%
6 7.516 764 770 781 rBV 254274 445080 24.77% 2.311%
7 8.251 888 895 906 rBV2 181055 377366 21.00% 1.959%
8 8.416 918 923 931 rVB6 23721 43663 2.43% 0.227%
9 8.681 962 968 980 rVB2 159824 319802 17.80% 1.660%
10 9.398 1082 1090 1099 rBv3 157618 299770 16.68% 1.556%

11 9.939 1175 1182 1198 rBV2 166974 409288 22.78% 2.125%
12 10.286 1235 1241 1254 rVB 419147 716134 39.86% 3.718%
13 10.457 1264 1270 1280 rBV3 136091 342648 19.07% 1.779%
14 13.598 1797 1804 1809 rBV 492946 715387 39.82% 3.714%
15 13.651 1809 1813 1820 rVB 97106 150489 8.38% 0.781%

16 13.868 1843 1850 1860 rBV 535452 820101 45.65% 4._.258%
17 14.080 1881 1886 1891 rBv4 21975 34996 1.95% 0.182%
18 14.174 1896 1902 1913 rVvV2 682805 1061897 59.10% 5.513%
19 14.468 1947 1952 1959 rBV2 81869 221660 12.34% 1.151%
20 14.639 1978 1981 1987 rVB7 10438 18627 1.04% 0.097%

21 15.039 2046 2049 2054 rVB 33258 38200 2.13% 0.198%
22 15.180 2067 2073 2082 rBV 681083 1003079 55.83% 5.207%
23 15.345 2096 2101 2111 rBV2 152335 272994 15.19% 1.417%

24 15.462 2116 2121 2126 rVB4 21671 41370 2.30% 0.215%
25 15.904 2192 2196 2201 rBV3 35918 51604 2.87% 0.268%
26 16.268 2250 2258 2260 rBV6 8501 18146 1.01% 0.094%
27 16.704 2327 2332 2334 rBV3 18480 21247 1.18% 0.110%

28 16.939 2365 2372 2379 rBV2 980381 1403355 78.11% 7.286%
29 17.039 2383 2389 2397 rBvV 757093 1142744 63.60% 5.933%
30 17.845 2521 2526 2534 rBV2 214746 342962 19.09% 1.780%

31 18.133 2571 2575 2580 rBV6 17061 24652 1.37% 0.128%
32 18.986 2715 2720 2722 rBV5 28143 36928 2.06% 0.192%
33 19.139 2742 2746 2752 rBV7 90654 151862 8.45% 0.788%
34 19.345 2776 2781 2789 rBV 1017867 1417038 78.87% 7.357%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418.M
Title = SVOA CALIBRATION
35 19.897 2869 2875 2878 rVBS8 37767 69151 3.85% 0.359%

36 20.868 3036 3040 3048 rVB 498645 645457 35.92% 3.351%
37 21.150 3083 3088 3097 rBV 1357618 1796689 100.00% 9.328%
38 21.297 3111 3113 3114 rBV 44922 31744 1.77% 0.165%
39 21.750 3187 3190 3198 rVB2 301118 483477 26.91% 2.510%
40 22.709 3350 3353 3357 rVB3 126762 189247 10.53% 0.982%

41 23.191 3429 3435 3444 rVB2 881744 1544492 85.96% 8.018%
42 23.327 3452 3458 3465 rVB 934177 1718391 95.64% 8.921%

Sum of corrected areas: 19262231
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM022818\

BM014408.D

28 Feb 2018 18:55

SJ/JuU

J1679-03

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM021418 .M
SVOA CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014408.D
1500000
1000000
500000 10.29
7.52
6.225%:00 825 ggs 940 994 |i046
e 4.67 5.94 N h “842A A
) e e S R R
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM014408.D
1500000
19.34
1000000 16.94
17.04
14.17 15.18
3.87
500000 13.60
15.34 17.84
! quﬁﬂﬂmeﬁ%mylmo 18.13 16,95 ] e
O L e R B A BB B B B s e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014408.D
2115
1500000
23733
1000000
500000
e e e
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 unknown-01 Concentration Rank 4

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

4._.67 2.21 ng/ul 49108 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 36
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 23
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 23
4 2.2"-Trimethvlenebis-1.3-dioxolane 188 C9H1604 006543-04-0 9
5 1,3-Dioxan-5-ol 104 C4H803 004740-78-7 9

Abundance Scan 286 (4.669 min): BM014408.D (-283) (-) m/z 73.10 100.00%
3
5000 43
|| 57 87 103 4.40 4.60 4.80 5.00
s B L o m/z 43.00 45_.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41478: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
73
5000
4.40 4.60 4.80 5.00
43 m/z 41.05 18.77%
27 “H 55 87 113 131 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance
73
55 4.40 4.60 4.80 5.00
5000 43 m/z 45.00 17.76%
27
15
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4448: 3-Pentanol, 3-methyl-
7B 440 4.60 4.80 5.00
m/z 38.95 9.26%
55
5000
43
29 “ 8
||1|5||U‘||‘|‘|||‘N|||‘|‘|||‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 4.89 ng/ul 342962 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2525 (17.839 min): BM014408.D (-2521) (-) m/z 73.00 100.00%

256 17.60 17.80 18.00 18.20

115 157171185 R R R R R R
143 199

43 L&
5000 129
97 213

227 281
m/z 43.05 80.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LIS L N N B O

17.I60 17.I80 18.I00 18!20
m/z 41.10 79.57%

213
143 157171185199

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

60 73

43 TP AT T T T T
17.60 17.80 18.00 18.20

5000 - 129 m/z 60.10 77 .83%

-

87 115 171 X
101 143157 185 14
Wmmﬁrwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
48 go 73 17.60 17.80 18.00 18.20
m/z 55.00 70.93%

-

50001 29

213 256

143157171185199

-

227
III‘IIIIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

SOM-EPA-BM021418_.M Thu Mar 01 16:19:57 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.87 7.18 ng/ul 645457 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86

Abundance Scan 3040 (20.868 min): BM014408.D (-3036) (-) m/z 43.10 100.00%
69
97
5000
ue ' 20.60 20.80 21.00 21.20
154 : : :
180 223201 283 4l m/z 57.10  94.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 AU AR AR
111 mmmmmmmm
- ‘ ‘ m/z 55.10 87.84Y%
169 238
i \ \‘ | ‘1:39‘-‘--.21-9--.--2??.----.----.----.--
m/z--> 50 200 250 300 350 400 450
Abundance
57 97
' 20.60 20.80 21.00 21.20
m/z 41.05 75 .84Y%
5000 125 0
29 169 o6 238206 54 462
miz-> 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecy! trifluoroacetate R T S ML
57 20.60 20.80 21.00 21.20
m/z 69.10 73.69%
5000
125
2l‘9L M ‘ 153 182 210 238 266 311 362 ’_\L
m/z--> §0 160 1éo 260 2%0 360 3%0 460 4%0 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Pentadec-7-ene, 7-bromomethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.75 5.38 ng/ul 483477 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadec-7-ene. 7-bromomethvl- 302 C16H31Br 1000259-58-5 87
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 78
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 64
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 59
5 1-Octadecene 252 C18H36 000112-88-9 53

Abundance Scan 3190 (21.750 min): BM014408.D (-3187) (-) m/z 55.10 100.00%
g5
5000 wruW“MWmevAJﬂtmmmdmwﬂAxAJ\
177 507 355 21.40 21.60 21.80 2200
140 251 281 311 . . . .
i 397428 45RO "m/z 83.10  94.46Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146257: Pentadec-7-ene, 7-bromomethyl-
41 g9
97
5000 LN SUNU SN BRI
21.40 21.60 21.80 22.00
125 m/z 69.10 85.32%
e P e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 97
21.'40 21.|60 21.|80 22.'00 '
5000l L m/z 97.10 79.51%
153
126 | 181 224
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance #104187: 9-Octadecene, (E)- L L LB L N LN B
55 21.40 21.60 21.80 22.00
83 m/z 57.05 62.07%
5000
29
111
L 11139168196224252
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 351;0 4(')0 4%0 5(')0 21.'40 21.|60 21.|80 22.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014408.D

Aca On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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: Cyclic22.71 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.71 2.20 ng/ul 189247 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 87
2 1-Heptadecene 238 C17H34 006765-39-5 76
3 Cvclohexadecane 224 C16H32 000295-65-8 70
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 68
5 1-Nonadecene 266 C19H38 018435-45-5 59
Abundance Scan 3353 (22.709 min): BM014408.D (-3350) (-) m/z 57.10 100.00%
57
97
5000
342 379 416445475503 547 22.40 22.60 22.80 23.00
T m/z 69.10 96.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115911: 4-Methyl-E-9-octadecene
43
83
5000 266 SADABAUABRUNARAUNRS
11 22.40 22.60 22.80 23.00
m/z 43.10 92.93%
| “ HH 4 \559}67 210238‘ |

N ‘ T T T T T

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57
97 e A RERRE AT
22.40 22.60 22.80 23.00
5000 m/z 55.10 87.69%
29
125
154182210238
L B i T L B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane e A RERRE AT
55 g3 22.40 22.60 22.80 23.00
m/z 83.05 84.12%
5000
11
2 224
}139167196
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022818\
Data File : BM014408.D

Acq On : 28 Feb 2018 18:55

Operator : SJ/JU

Sample : J1679-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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]
unknown-01 4._67 2.2 ng/ul 49108 1 7.52 445080 20.0
n-Hexadecanoic acid 17.84 4.9 ng/ul 342962 4 16.94 1403360 20.0
Heptadecyl heptaf... 20.87 7.2 ng/ul 645457 5 21.15 1796690 20.0
Pentadec-7-ene, 7... 21.75 5.4 ng/ul 483477 5 21.15 1796690 20.0
(DEL) Alkane: Cyc... 22.71 2.2 ng/ul 189247 6 23.33 1718390 20.0
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