LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 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-BM011018.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 3.158 25 29 35 rBv4 28794 40831 1.40% 0.100%
2 6.793 640 647 657 rBV2 485191 916983 31.43% 2.238%
3 6.952 668 674 684 rVB 397639 607379 20.82% 1.482%
4 7.140 699 706 713 rBV 564890 904787 31.01% 2.208%
5 7.216 713 719 734 rVB 903933 1420230 48.67% 3.466%
6 7.605 777 785 794 rBV 919535 1435954 49.21% 3.504%
7 8.316 900 906 914 rBV 528601 893981 30.64% 2.182%
8 8.710 969 973 976 rBV2 45748 72426 2.48% 0.177%
9 8.757 976 981 989 rVB 524895 878457 30.11% 2.144%
10 9.163 1045 1050 1054 rvB4 22509 35463 1.22% 0.087%

11 9.475 1096 1103 1112 rBV 450113 758531 26.00% 1.851%
12 10.010 1186 1194 1206 rBV 610417 1118535 38.33% 2.729%
13 10.381 1250 1257 1265 rVB 1223774 1946881 66.72% 4._.751%
14 10.534 1276 1283 1302 rBV 411077 817184 28.01% 1.994%
15 11.357 1414 1423 1429 rBV5 14011 40572 1.39% 0.099%

16 13.075 1708 1715 1721 rBV4 16736 31659 1.08% 0.077%
17 13.675 1811 1817 1821 rBV 1101771 1540073 52.78% 3.758%
18 13.722 1821 1825 1833 rVB 387233 535798 18.36% 1.307%
19 13.945 1855 1863 1871 rBV 1336384 1911276 65.50% 4.664%
20 14.163 1895 1900 1905 rVB3 42512 58339 2.00% 0.142%

21 14.257 1909 1916 1924 rVV2 1554514 2403573 82.37% 5.865%
22 14.492 1949 1956 1968 rBV2 255818 563414 19.31% 1.375%
23 15.098 2055 2059 2060 rBV2 23238 29883 1.02% 0.073%
24 15.122 2060 2063 2067 rVB2 61301 75885 2.60% 0.185%
25 15.257 2079 2086 2094 rBV 1606500 2207171 75.64% 5.386%

26 15.392 2104 2109 2118 rBV 303422 502646 17.23% 1.227%
27 15.498 2122 2127 2131 rBV5 21425 43669 1.50% 0.107%
28 15.986 2204 2210 2216 rBV 69197 121111 4._.15% 0.296%
29 16.669 2319 2326 2334 rBV2 115366 201939 6.92% 0.493%
30 16.775 2341 2344 2348 rBV2 32857 36771 1.26% 0.090%

31 16.922 2365 2369 2372 rBV5 22319 30412 1.04% 0.074%
32 17.010 2377 2384 2390 rBV 1901885 2655687 91.01% 6.481%
33 17.110 2395 2401 2410 rBV 1607908 2322750 79.60% 5.668%
34 17.916 2533 2538 2546 rBvV2 278838 410318 14.06% 1.001%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 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-BM011018.M

Title = SVOA CALIBRATION

35 18.210 2584 2588 2592 rBV6 21090 32883 1.13% 0.080%
36 19.057 2727 2732 2733 rBvV4 42419 64847 2.22% 0.158%
37 19.080 2733 2736 2739 rVB2 62080 78552 2.69% 0.192%

38 19.204 2753 2757 2764 rBV2 177483 278706 9.55% 0.680%
39 19.410 2786 2792 2800 rBV 1866100 2612799 89.54% 6.376%
40 19.751 2848 2850 2854 rBV2 35251 35180 1.21% 0.086%

41 20.457 2968 2970 2975 rBV6 33792 44658 1.53% 0.109%
42 20.933 3047 3051 3060 rVB 461297 638912 21.90% 1.559%
43 21.210 3093 3098 3108 rBV 2232408 2917926 100.00% 7.120%
44 21.815 3198 3201 3212 rVB2 416560 619876 21.24% 1.513%
45 22.745 3356 3359 3363 rVB3 137919 186051 6.38% 0.454%

46 23.268 3442 3448 3456 rVB2 1337185 2540422 87.06% 6.199%
47 23.409 3465 3472 3485 rVB 1431941 2717817 93.14% 6.632%
48 23.921 3554 3559 3566 rVB 344870 640354 21.95% 1.563%

Sum of corrected areas: 40979551
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

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

Abundance TIC: BM013760.D
2500000

2000000

1500000
10.38

1000000 7.22 7.60

7.14 10.01

- 8.32 876
500000 6 Qa5 9.48 10.53

3.16 8.1 916 A 11.36

R I B L L L e S e

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM013760.D
2500000

2000000 17.01 19.41

14.26 15.26 111

1500000
13.95

13.67
1000000

500000 18.72
14.49 15.39 17.92 19.20 20.4¢

! 19.75
13.07 14.1 154g Is50 1599 1% 18.21 %

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM013760.D
2500000 2121

2000000
23??741

1500000

1000000

22.74

20.93

500000

e

Time--> 21.00 2150 22.00 2250 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\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 1

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

7.22 19.78 ng/ul 1420230 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
3 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
4 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
5 Diethyl carbitol 162 C8H1803 000112-36-7 72

Abundance Scan 720 (7.222 min): BM013760.D (-713) (-) m/z 45.10 100.00%
45
5000
59 7
104 6.80 7.00 7.20 7.40 7.60
...,....,--lu...I-..h'.,.559..,-:...,..1?"?,....,....,.1.9.1., m/z 59.10 38.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 %, 6.80 7.00 7.20 7.40 7.60
m/z 72.10 30.32%
\“ ‘\ | “\ 89 104 116
miz--> o B @ s o 1o o 1o o
Abundance
45
6.80 7.00 7.20 7.40 7.60
5000 m/z 73.10 18.39%
31 59
72
19 89 104116 135
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)- R e A RRR
45 6.80 7.00 7.20 7.40 7.60

m/z 43.00 17.88%

5000
31 59 72
19 M‘ J ! ‘M 89 104 156

m/z--> 20 40 60 80 100 120 140 160 180 6. 80 7.00 7. 20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 5
R.T. EstConc Area Relative to ISTD R.T.
17.92 3.09 ng/ul 410318 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2539 (17.922 min): BM013760.D (-2533) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20
m/z 41.05  84.83%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

SN

w
(o))
o

5000 129 LA L L L L L L LB B |
83 17.60 17.80 18.00 18.20
0
H o 157 1g5 213 256 m/z 55.05 80.25%
— "“l | |““‘|::.‘h|“ M:“l | ‘ ‘ ‘ ! ‘ : ‘:23|9 ——r— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 e Ea e m S
17.60 17.80 18.00 18.20
5000 129 m/z 59.95 70.51%
171
97 214
26 152 197
—— e et
m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid s R R ne
43 73 17.60 17.80 18.00 18.20
m/z 43.10 68.98%
5000
‘ 97 12’9 171 214
B 3 2 NN OV ROON LSSV
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Octacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.93 4.38 ng/ul 638912 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 92
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 70
5 1-Heneicosanol 312 C21H440 015594-90-8 70
Abundance Scan 3050 (20.927 min): BM013760.D (-3047) (-) m/z 43.10 100.00%
43
SRV UL U
20.60 20.80 21.00 21.20
167 226
A RL . Iy iom o PORTED 297283 3253% 402 415 | Tnsz 55.10  96.62%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
5000 U SRR R
20. 60 20. 80 21. oo 21.20
125 m/z 57.10 94.14%
%?J M d\hdh\ ) 53 181 209236 264 292 322 364-392
miz--> 0 éo 250 300 350 460 4éo
Abundance
57
97 SRV UL UGS
20.60 20.80 21.00 21.20
5000 m/z 83.10 90.12%
29 125

154 196224 269 320

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

%

Abundance #186968: n-Tetracosanol-1 O
57 8§ 20.60 20.80 21.00 21.20
m/z 69.10 88.93%
- I M—L&'
29 139
| | L L Y67 195222 250 280 308 336

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20. 80 21. 00 21. 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\Data\BM012318\
BMO13760.D

24 Jan 2018 09:22

SJ/JU

J1220-03

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M

; SVOA CALIBRATION

= 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: Cyclic

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.82 4.25 ng/ul 619876 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 83
5 1-Tricosanol 340 C23H480 003133-01-5 81

Abundance Scan 3202 (21.821 min): BM013760.D (-3198) (-) m/z 55.10 100.00%
55, 97
5000 4‘V>—Mjkw/v
I I I I

T
m/z--> 0 50

178204 245 282 325355 397429 475
100 150 200 250 300 350 400 450 500

536

21.60 21.80 22.00 22.20

Abundance

5000

#151538: 1-Docosene

\ 153181 308

il

T
m/z--> 0 50

100 150 200 250 300 350 400 450 500

m/z 69.10 91.21%

3

21. 60 21. 80 22. OO 22. 20

Abundance
57

5000

29

97

125
154182210 255 306

m/z--> 0 50

100 150 200 250 300 350 400 450 500

m/z 97.10 88 .80%

E

21.60 21.80 22.00 22.20

Abundance
57

5000

29
\

#227401: Heptadecy! heptafluorobutyrate

97

5
169 238
L 210 283

m/z 83.10 85.56%

-

21.60 21.80 22.00 22.20

m/z 57.10 81.22%

5

III‘IIII

m/z--> 0 50

100 150 200 250 300 350 400 450 500

21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM012318\
Data File : BM013760.D

Aca On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample = J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.92 4.71 ng/ul 640354 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Eicosane 282 C20H42 000112-95-8 78
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 76
4 1-lodoundecane 282 C11H231 004282-44-4 74
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 3559 (23.921 min): BM013760.D (-3554) (-) m/z 57.05 100.00%
57
85
5000
NN SN B
113141 208 23.60 23.80 24.00 24.20
v I L 60, 208036 267 309 342360 402430 477 535 | a0 agy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57
5000 85 AUV RS
23.60 23.80 24.00 24.20
29 m/z 71.10 71.13%
m/z--> 55 100 1éo 200 250 360 350 400 450 500
Abundance
57
85 23.60 23.80 24.00 24.20
5000 m/z 85.10 61.06%
13
29 141169197225253282
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105898: Heptadecane, 8-methyl- S T T T T
57 23.60 23.80 24.00 24.20
m/z 41.10 29.47%
85
- \V\MN\/\/\/\A&W
126
154
‘ | 183211239
m/z--> 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM012318\
Data File : BM013760.D

Acq On : 24 Jan 2018 09:22

Operator : SJ/JU

Sample - J1220-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
Ethanol, 2-(2-eth... 7.22 19.8 ng/ul 1420230 1 7.60 1435950 20.0
n-Hexadecanoic acid 17.92 3.1 ng/ul 410318 4 17.01 2655690 20.0
Octacosanol 20.93 4.4 ng/ul 638912 5 21.21 2917930 20.0
(DEL) Alkane: Cyclic 21.82 4.3 ng/ul 619876 5 21.21 2917930 20.0
(DEL) Alkane: Str... 23.92 4.7 ng/ul 640354 6 23.41 2717820 20.0
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