LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 3.157 25 29 38 rvB4 32557 49853 1.90% 0.157%
2 4.769 296 303 309 rBV6 21953 45500 1.74% 0.144%
3 6.298 556 563 573 rVB 353008 544500 20.77% 1.719%
4 6.792 641 647 656 rBV2 396456 758969 28.95% 2.396%
5 6.951 669 674 684 rBV 327196 499310 19.04% 1.576%
6 7.040 684 689 698 rVB2 31162 53697 2.05% 0.170%
7 7.140 700 706 715 rBV 440767 711091 27.12% 2.245%
8 7.222 715 720 730 rBV 112297 205590 7.84% 0.649%
9 7.604 779 785 794 rVB 599748 970332 37.01% 3.063%
10 8.322 901 907 922 rBV 392629 688541 26.26% 2.174%
11 8.763 975 982 990 rBV 432194 715393 27.28% 2.258%
12 8.892 997 1004 1010 rBV4 17641 33565 1.28% 0.106%
13 9.163 1044 1050 1057 rvVvB2 47090 73562 2.81% 0.232%

14 9.481 1098 1104 1113 rBV 348581 599724 22.87% 1.893%
15 10.016 1189 1195 1203 rBV2 488513 882540 33.66% 2.786%

16 10.380 1251 1257 1265 rBV 754181 1276908 48.70% 4_.031%
17 10.533 1276 1283 1297 rBV 341055 665762 25.39% 2.102%
18 13.674 1811 1817 1822 rBV 911848 1275593 48.65% 4.027%
19 13.721 1822 1825 1833 rVB 351527 501557 19.13% 1.583%
20 13.945 1857 1863 1875 rVB 1021106 1526320 58.21% 4.818%

21 14.163 1895 1900 1906 rVB2 39693 54513 2.08% 0.172%
22 14.257 1910 1916 1923 rBV2 986445 1543603 58.87% 4_.873%
23 14.492 1950 1956 1971 rBV2 204856 444529 16.95% 1.403%

24 14.698 1984 1991 2001 rVV6 25207 50625 1.93% 0.160%
25 15.068 2049 2054 2057 rBV2 18488 28832 1.10% 0.091%
26 15.121 2059 2063 2069 rVB2 55364 69522 2.65% 0.219%

27 15.257 2079 2086 2095 rBV 1275072 1815617 69.24% 5.732%
28 15.398 2104 2110 2120 rBV2 283876 462923 17.65% 1.461%
29 15.986 2206 2210 2217 rBV2 49495 80339 3.06% 0.254%
30 16.780 2342 2345 2348 rBV3 29673 33976 1.30% 0.107%

31 17.015 2378 2385 2393 rBV 1257795 1831553 69.85% 5.782%
32 17.109 2395 2401 2413 rVB2 1368148 1960103 74.75% 6.188%
33 17.515 2466 2470 2476 rBV3 19534 26485 1.01% 0.084%
34 17.915 2533 2538 2548 rBV3 133998 232605 8.87% 0.734%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 18.209 2582 2588 2593 rBV7 15407 26851 1.02% 0.085%
36 19.056 2728 2732 2734 rBV3 27990 35840 1.37% 0.113%

37 19.203 2754 2757 2764 rVVv4 82311 124074 4.73% 0.392%
38 19.415 2787 2793 2801 rBV 1653596 2305789 87.94% 7.279%
39 20.403 2957 2961 2963 rBV 75992 82555 3.15% 0.261%
40 20.897 3042 3045 3048 rBV4 49253 76435 2.92% 0.241%

41 20.933 3048 3051 3056 rVvB3 213324 291949 11.13% 0.922%
42 21.209 3093 3098 3106 rBVY 1688509 2225082 84.86% 7.024%
43 21.821 3199 3202 3207 rVB4 161833 199147 7.59% 0.629%
44 22.250 3272 3275 3278 rBV4 57342 76274 2.91% 0.241%
45 22.744 3355 3359 3364 rBV2 161866 212993 8.12% 0.672%

46 23.268 3442 3448 3458 rVB2 1369078 2622083 100.00% 8.278%
47 23.409 3466 3472 3480 rVB 1185425 2171661 82.82% 6.856%

48 23.927 3555 3560 3567 rVB4 165419 298937 11.40% 0.944%
49 24.650 3679 3683 3689 rVvB7 107504 213783 8.15% 0.675%

Sum of corrected areas: 31676985
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA M\DATA\BM012218\
: BMO13721.D

: 23 Jan 2018 07:55

: SJ/JU

: J1220-04

37 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013721.D
1500000
1000000
10.38
7.60
500000 g3y 876 10.02
6.30 : 9.48 0.53
3.16 4.77 8.899.16
O R A B e e e o e I e R I e e o B e
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013721.D
19.42
1500000
17.11
15.26 17.02
13.9
1000000 13.67 *14.26
500000
1§72 15.40
14.49 ’ 17.92 1920 20.40
o 14.16 |\14.70 15p'f 15.99 16.78 17.52 |\ 18.21 19:0%
e e B e e
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 18.50 19.00 19.50 20.00
Abundance TIC: BM013721.D
2121
23.27
1500000 p3.41
1000000
500000 21.82 22.74 23.93
20.93 29 95 24.65
2000
O o o I S O o o o S R o I o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 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\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1

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

6.30 11.22 ng/ul 544500 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 96
2 .alpha.-Pinene 136 C10H16 000080-56-8 95
3 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
4 _gamma.-Terpinene 136 C10H16 000099-85-4 91
5 _gamma.-Terpinene 136 C10H16 000099-85-4 90

Abundance Scan 563 (6.298 min): BM013721.D (-556) (-) m/z 93.10 100.00%
93.1
5000
391 1211 T TrrrprrrrTrrorTT TTrTT
6.00 6.20 6.40 6.60
ol i“-‘?ﬂ'.l‘! bl 1eso 30 uso 91.10  47.25%
m/z--> 50 100 150 200 250 300 350
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 AR SRR
41.0 6.00 6.20 6.40 6.60
m/z 77.00 38.46%
‘ 121.0
Ouuuu‘im.““.‘l‘ ““..‘.‘. ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
93.0
600 620 640 6.60
0
5000 390 m/z 92.10 36.75%
121.0
66.0
e N WL S WL L L
m/z--> 50 100 150 200 250 300 350
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- R
93.0 6.00 6.20 6.40 6.60
m/z 79.10 31.07%
5000
41.0 { 121.0
OIIMIU\IMI\LI‘I& |‘.... ——— —— — R BAREE R s e T
m/z--> 50 100 150 200 250 300 350 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2

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

7.22 4.24 ng/ul 205590 1,4-Dichlorobenzene-d4 7.61
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 83
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 59
5 Diethyl carbitol 162 C8H1803 000112-36-7 56

Abundance Scan 720 (7.222 min): BM013721.D (-715) (-) m/z 45.00 100.00%
45.0
5000
72.1 A\w~
‘ 103.0 2005 ba1o 680 7.00 7.0 7.40 760

Obrrrrrrrrthbrrtbr A et e e || M7z 59.10  38.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000

220 6.80 7.00 7.20 7.40 7.60
' m/z 72.10  31.90%

L e
l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45.0

6.80 7.00 7.20 7.40 7.60

o

5000 m/z 43.10 20.93%
72.0
18.0 104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45.0 6.80 7.00 7.20 7.40 7.60
m/z 73.00 15.40%
5000
72.0
I | 1040
0.”“.”J”.“”t“”.ﬁ”w”.w””,””..”.”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60

SOM-EPA-BM011018.M Tue Jan 23 16:24:12 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.54 ng/ul 232605 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 2539 (17.921 min): BM013721.D (-2533) (-) m/z 73.05 100.00%

4

5000

730
129.1
: 1571 185.1 ,

17.60 17.80 18.00 18.20
o’ m/z 41.10 94.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43.0 73.0

5000 A S T A
17.60 17.80 18.00 18.20

| M 129.0 256.0 m/z 43.05 91.55%

97.0 :
okl 1570 1850 2190
RARRERERES R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0

17160 17.80 18.00 18 20
5000 129.0 m/z 60.10 90.74%

83.0
157.0 185.0 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid

43.0 73 17.60 17.80 18.00 18.20
m/z 55.10 84.09%
5000
213.0
‘ 157.0 185.0
0 ,.l..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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 4 13-Tetradecen-1-ol acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.93 2.62 ng/ul 291949 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 70
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 62
3 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 60
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 60
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 60
Abundance Scan 3051 (20.933 min): BM013721.D (-3048) (-) m/z 55.05 100.00%
58.
7.0
5000
2010511 sang 20160 20180 21,00 2120
0 m/z 83.05 97.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
5000
20.60 20.80 21.00 21.20
250 m/z 43.10 88.15%
iy \H | h\ [ Limomso 2
m/z--> 5 200 250 360 3%0 460 4éo 560
Abundance
43.0
83.0 NSNS SUNE SRR
20.60 20.80 21.00 21.20
5000 m/z 57.10 84.99Y%
125.0
196.0
L B L B W L WL L B IS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238130: Triacontyl trifluoroacetate
57.0 20.60 20.80 21.00 21.20
m/z 97.05 76.23%
97.0
5000
ol 018102220264030603480 420.0 465.0 516.0
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 300 3&1,0 4(')0 4éo 5(')0 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012218\
Data File : BM013721.D

Aca On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample : J1220-04

Misc :

ALS Vial : 37 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 3
R.T. EstConc Area Relative to ISTD R.T.
23.93 2.75 ng/ul 298937 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Eicosane 282 C20H42 000112-95-8 76
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 74
4 Eicosane 282 C20H42 000112-95-8 70
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 3561 (23.933 min): BM013721.D (-3555) (-) m/z 57.10 100.00%
5000
267.1 355.1 4159 23.60 23.80 24.00 24.20
o 309.2 el S8l h7z 71.10  66.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000
23.60 23.80 24.00 24.20
m/z 43.05 58.15%
41.0
0 .“.‘.‘ “\ h\ h‘ \\‘]T i \1283|02|2|5|9 .2.8.2.0|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.10 49.18%
. %90 141.0183, 02250 2820
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153228: 6,6-Diethylhoctadecane
57.0 23.60 23.80 24.00 24.20
m/z 41.00 24 .52%
5000
141.0
9.0
281.0
o 1830 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 2360 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012218\
Data File : BM013721.D

Acq On : 23 Jan 2018 07:55

Operator : SJ/JU

Sample - J1220-04

Misc :

ALS Vial : 37 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]
(1R)-2,6,6-Trimet. .. 6.30 11.2 ng/ul 544500 1 7.61 970332 20.0
Ethanol, 2-(2-eth... 7.22 4.2 ng/ul 205590 1 7.61 970332 20.0
n-Hexadecanoic acid 17.92 2.5 ng/ul 232605 4 17.02 1831550 20.0
13-Tetradecen-1-o... 20.93 2.6 ng/ul 291949 5 21.21 2225080 20.0
(DEL) Alkane: Str... 23.93 2.8 ng/ul 298937 6 23.41 2171660 20.0
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