LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 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-BM113017.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

3.246 23 27 31 rBvV3 44561 61038 1.44% 0.126%
6.716 610 617 620 rBV3 28769 50312 1.19% 0.104%
653 rvB 178301 281788 6.65% 0.582%
7.039 666 672 679 rBvV 507539 757691 17.89% 1.564%
7.234 699 705 711 rBV 591114 934901 22.08% 1.930%
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7.698 777 784 791 rBV 889963 1402822 33.12% 2.896%
7.763 791 795 805 rvB2 94599 158328 3.74% 0.327%
917 rBV 536837 859194 20.29% 1.773%
8.851 973 980 990 rBV 731805 1203678 28.42% 2.484%
9.004 993 1006 1014 rvVv 197946 411065 9.71% 0.848%
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11 9.569 1094 1102 1110 rBV 619313 1017095 24.02% 2.099%
12 10.104 1186 1193 1200 rBV 962601 1566607 36.99% 3.234%
13 10.269 1214 1221 1229 rBV4 38761 81013 1.91% 0.167%
14 10.480 1248 1257 1265 rVB 1303121 2136752 50.45% 4._.410%
15 13.757 1806 1814 1820 rBV 1769452 2513656 59.35% 5.188%

16 13.898 1832 1838 1845 rBv4 35483 60261 1.42% 0.124%
17 14.033 1850 1861 1871 rVV 1795392 2773492 65.49% 5.725%
18 14.339 1905 1913 1923 rBV2 1926959 2997109 70.77% 6.186%
19 14.551 1943 1949 1963 rBvV2 215600 385961 9.11% 0.797%
20 15.168 2046 2054 2058 rBV3 86009 177894 4._.20% 0.367%

21 15.333 2076 2082 2095 rVB 2222030 3209898 75.79% 6.625%
22 15.457 2097 2103 2113 rBV 823487 1200521 28.35% 2.478%

23 15.580 2120 2124 2127 rBV5 32026 42665 1.01% 0.088%
24 16.733 2317 2320 2326 rBVS8 32950 52393 1.24% 0.108%
25 16.856 2338 2341 2345 rBV5 39231 57646 1.36% 0.119%
26 16.904 2346 2349 2355 rVB6 41197 71055 1.68% 0.147%

27 17.086 2374 2380 2386 rBV2 2703520 3783813 89.35% 7.810%
28 17.186 2391 2397 2405 rVB 2456557 3432558 81.05% 7.085%

29 17.380 2428 2430 2437 rVB6 29531 45825 1.08% 0.095%
30 17.592 2464 2466 2470 rVB3 42903 47074 1.11% 0.097%
31 17.768 2492 2496 2499 rVB6 43271 58016 1.37% 0.120%
32 17.992 2529 2534 2542 rBV2 252099 381240 9.00% 0.787%
33 18.286 2581 2584 2587 rBV4 49941 53409 1.26% 0.110%
34 18.403 2600 2604 2610 rVB9 42045 76854 1.81% 0.159%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 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-BM113017 .M

Title = SVOA CALIBRATION

35 18.927 2689 2693 2696 rBV5 47639 74115 1.75% 0.153%
36 19.086 2717 2720 2722 rBV4 56165 73674 1.74% 0.152%

37 19.280 2747 2753 2761 rBV 370836 716694 16.92% 1.479%
38 19.480 2782 2787 2794 rBV 2801387 3963532 93.59% 8.181%
39 19.680 2818 2821 2824 rBV4 99294 160229 3.78% 0.331%
40 20.044 2880 2883 2887 rBv4 96460 110684 2.61% 0.228%

41 21.197 3077 3079 3086 rVB3 335154 469766 11.09% 0.970%
42 21.274 3088 3092 3101 rVB 3420454 4235022 100.00% 8.741%

43 23.362 3441 3447 3453 rBV 1591842 2902235 68.53% 5.990%
44 23.503 3465 3471 3480 rVB2 1767562 3398542 80.25% 7.015%

Sum of corrected areas: 48448117
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
: BM013220.D

: 06 Dec 2017 21:33

: SJ/JU

: 16689-22

12 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:

Abundance

4000000

3000000

2000000

1000000

TIC: BM013220.D

10.48

10.10
8.85

7 oZ 23 8.40 9,57
3.25 LOO J\ 0.27]

Time-->

350 400 450 500 550 6.00 650 700 750 8.00 850

900 950 10.00 10 50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM013220.D

19.48

17.09
17.19
15.33

5.46
19.28

18130

19.68 29,0

17.99
17.49.%9.77) 188310

5.58 1

Time-->

ok
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

4000000

3000000

2000000

1000000

TIC: BM013220.D

2127

23¢ 50

21.

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

7.76 2.26 ng/ul 158328 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50

Abundance Scan 795 (7.763 min): BM013220.D (-791) (-) m/z 57.05 100.00%
57.0
5000 4Ll
‘ 83.0 A T
7.40 7.60 7.80 8.00
,.-:'-..,~|!..g.gf’,'l....,....,....,....,....,297.'.1. m/z 41.10 51.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 7.40 7.60 7.80 8.00
‘ 83.0 m/z 43.05 36.96%
..1.8',0.‘.“..‘,‘...‘.‘,..“‘..,‘l...‘,.1.1:2'.0,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.40 7.60 7.80 8.00
5000 41.0 m/z 55.10 34.07%
83.0
15.0 112.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13667: 1-Hexanol, 2-ethyl-
57.0 7.40 7.60 7.80 8.00
m/z 70.05 29.53%
5000
41.0 83.0
L e
"w'mt'm"“H'Jh'FL"M"lw%qqql"“l""l“"l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Hexanoic acid, 2-ethyl- Concentration Rank 1

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

9.00 5.86 ng/ul 411065 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 53
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42

Abundance Scan 1005 (8.998 min): BM013220.D (-993) (-) m/z 73.00 100.00%
74.0
88.1
5000
40
|| ” 1o|1.1 11511291 8.60 8.80 9.00 9.20 9.40
S V1 PO 1 I SOOI NN > S — m/z 88.10 75.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 AN SN LU B
41.0 57.0 8.60 8.80 9.00 920 9.40
20.0 101.0 116.0 m/z 41.05 37.38%
e XN ‘ 12201840
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73.0 88.0
41.0
57.0 8.60 8.80 9.00 9.20 9.40
5000 29.0 m/z 57.10 29.98%
1010 ;.46
129.0 145.0
WWTWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30204: Heptanoic acid, 2-ethyl-
73.0 88.0 8.60 8.80 9.00 9.20 9.40

m/z 87.10 24 .71%

5000
101.0

‘ 158.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40

1 N
()
o

N
[ay
— o
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—— 1
o

SOM-EPA-BM113017 .M Thu Dec 07 11:47:14 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.02 ng/ul 381240 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 2534 (17.992 min): BM013220.D (-2529) (-) m/z 73.00 100.00%

431 730

5000
129.1 213.2

97.1 157.1 185.1 BRI B B o
256.3 501 17.60 17.80 18.00 18.20 18.40

m/z 43.10 94 .82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 e e Emas e
17. 60 17. 80 1800 18 20 1840
83.0
40

256.0 m/z 41.10 85.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

157.0 1850 213.0

Abundance
73.0
R e  RALAS B S
17.60 17.80 18.00 18.20 18.40
m/z 55.10 74.68%
5000 43.0 129.0
157.0
101.0 200.0
memwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid BT
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 60.00 69.83%
5000 129.0
171.0
O
I I 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 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013220.D

Aca On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.38 ng/ul 716694 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 62
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 59
Abundance Scan 2753 (19.280 min): BM013220.D (-2747) (-) m/z 43.10 100.00%
5000
119.00 19.20 19.40 19.60
m/z 73.10 94 .04%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 SRR SRR BN B
185.0 241.0 19.00 19.20 19.40 19.60
m/z 41.05 88.50%
‘ HFﬁL? 157.0 ‘ 213.0
— \‘I ‘.H“. “‘l““ﬁ““.‘\‘l ‘.‘ ‘.. .“ o ‘I .‘..‘ ‘. — .‘. T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
119.00 19.20 19,40 19.60
5000 129.0 m/z 55.10 86.32%
185.0 2410 284.0
150 1010 1570 2130
m/z--> éo 160 1éo 200 2%0 300 3%0
Abundance #131261: Octadecanoic acid A o Al BRRmsma
43.0,,73.0 19.00 19.20 19.40 19.60
m/z 60.00 83.10%
5000 129.0
185.0 241.0 2840
_ H‘”i%? L A570 | 2130 |1
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120617\
Data File : BM013220.D

Acq On : 06 Dec 2017 21:33

Operator : SJ/JU

Sample : 16689-22

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
1-Hexanol, 2-ethyl- 7.76 2.3 ng/ul 158328 1 7.70 1402820 20.0
Hexanoic acid, 2-... 9.00 5.9 ng/ul 411065 1 7.70 1402820 20.0
n-Hexadecanoic acid 17.99 2.0 ng/ul 381240 4 17.09 3783810 20.0
Octadecanoic acid 19.28 3.4 ng/ul 716694 5 21.27 4235020 20.0
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