LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM112719MA.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 3.028 21 24 27 rBv 94740 118294 0.21% 0.078%
2 3.063 27 30 43 rVB 91709 165394 0.29% 0.110%
3 4.028 190 194 203 rBv 62224 104334 0.18% 0.069%
4 4.822 325 329 334 rBV 51513 76222 0.13% 0.050%
5 5.769 485 490 500 rBvV3 34801 86125 0.15% 0.057%
6 6.669 634 643 654 rBV2 305398 657969 1.16% 0.436%
7 6.822 663 669 680 rBY 1001761 1668200 2.95% 1.105%
8 7.010 694 701 714 rBV 1121019 1882106 3.33% 1.246%
9 7.469 772 779 789 rBVY 1239130 1968998 3.49% 1.304%
10 7.551 789 793 809 rVB 86072 166676 0.30% 0.110%

11 8.192 896 902 912 rBV 809851 1375316 2.43% 0.911%
12 8.622 969 975 986 rvB 1200019 2022060 3.58% 1.339%
13 9.057 1039 1049 1052 rBV 86539 153130 0.27% 0.101%
14 9.098 1052 1056 1063 rVB 191655 312358 0.55% 0.207%
15 9.339 1089 1097 1106 rBV 1013301 1702384 3.01% 1.127%

16 9.875 1180 1188 1207 rBV 1509577 2802745 4._.96% 1.856%

17 10.039 1210 1216 1220 rBV3 35155 56748 0.10% 0.038%
18 10.239 1243 1250 1257 rBV 1610818 2692385 4.77% 1.783%
19 10.410 1273 1279 1287 rVB2 44331 90717 0.16% 0.060%
20 10.651 1314 1320 1332 rBV 626406 1084329 1.92% 0.718%
21 10.998 1373 1379 1387 rBV5 31778 65934 0.12% 0.044%
22 11.098 1392 1396 1401 rVvVv 34454 69649 0.12% 0.046%
23 11.157 1401 1406 1412 rVB3 40288 69917 0.12% 0.046%
24 11.551 1465 1473 1477 rBV3 29365 63387 0.11% 0.042%

25 12.069 1555 1561 1566 rBV 71452 153679 0.27% 0.102%

26 12.127 1566 1571 1582 rVB 342371 541836 0.96% 0.359%
27 12.610 1645 1653 1659 rBv4 44248 82162 0.15% 0.054%
28 13.039 1721 1726 1732 rBV2 98823 178055 0.32% 0.118%
29 13.551 1807 1813 1818 rBV 2903045 3930251 6.96% 2.603%
30 13.598 1818 1821 1829 rVB 185804 254901 0.45% 0.169%

31 13.692 1832 1837 1838 rBV 98130 132046 0.23% 0.087%
32 13.815 1852 1858 1871 rVB 3450396 4975184 8.81% 3.295%
33 13.963 1878 1883 1884 rBV2 112329 158435 0.28% 0.105%
34 14.127 1905 1911 1919 rBV 2377009 3462146 6.13% 2.293%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
SVOA CALIBRATION

35 14.245 1923 1931 1951 rBV 4403315 8624797 15.27% 5.712%

36 14.392 1951 1956 1965 rVB2 267401 522407 0.92% 0.346%
37 14.910 2039 2044 2049 rVB2 88074 148722 0.26% 0.098%
38 15.133 2075 2082 2091 rBV 4249417 6126762 10.85% 4._.058%
39 15.280 2102 2107 2117 rBV 1339353 1970105 3.49% 1.305%
40 15.551 2143 2153 2157 rBV 33754296 56485519 100.00% 37.409%

41 15.774 2187 2191 2198 rVV2 48904 89142 0.16% 0.059%
42 16.674 2340 2344 2346 rBV4 52116 68431 0.12% 0.045%
43 16.886 2373 2380 2389 rBV 2707700 3922100 6.94% 2.598%
44 16.980 2390 2396 2406 rVV 4508064 6425151 11.37% 4._255%
45 17.598 2496 2501 2507 rVB 174972 244556 0.43% 0.162%

46 17.809 2532 2537 2551 rBVY 768145 1297928 2.30% 0.860%
47 19.103 2753 2757 2764 rBV 416446 636431 1.13% 0.421%
48 19.286 2783 2788 2794 rBV2 5270671 7222780 12.79% 4._.784%
49 20.833 3047 3051 3057 rBV2 998461 1252317 2.22% 0.829%
50 21.091 3090 3095 3101 rBV 3450132 4390283 7.77% 2.908%

51 21.274 3122 3126 3130 rBV 390416 547043 0.97% 0.362%
52 21.691 3194 3197 3201 rVB 504906 520573 0.92% 0.345%
53 22.133 3268 3272 3277 rVB 777224 921191 1.63% 0.610%
54 22.615 3350 3354 3360 rVB 824584 1147288 2.03% 0.760%
55 23.097 3430 3436 3441 rBV 4502959 7915496 14.01% 5.242%

56 23.144 3441 3444 3450 rVB 844495 1248851 2.21% 0.827%
57 23.227 3452 3458 3467 rVB 2639492 4816093 8.53% 3.190%
58 23.750 3543 3547 3555 rVB 638084 1125400 1.99% 0.745%

Sum of corrected areas: 150993438
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM024098.D
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000

01 74 8.62 9.87 10.24
30 4.03 4.82 5.77 658201 Tds 819 @0’ 0.04110.410:651 11006 11.55

0 LI L [ L L L L L D L B B | ELANLEL L I L N L L LI I LI

T 7 T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM024098.D
1555

3e+07
2.5e+07
2e+07
1.5e+07

1e+07

19.29

14.24 15.13 16.98
5000000 13.533.82 16.49

' 5.28
oL 12218 12,61 13.04 1hsaps.of [14.39 14.91&1_;\ | 15.77 16.67 17.60;81 19.1
T T T T I T I L I L I L I L L I L UL L L UL Trorr Trrr L LI B L I

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: BM024098.D

3e+07
2.5e+07
2e+07
1.5e+07

1e+07

23.10
5000000 21.09 ﬁm
2

20.83 |21.27 21.69 22.13 2261 J4 2375

R —

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 3,3-Dimethylheptanoic acid Concentration Rank 13

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

9.10 2.32 ng/ul 312358 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 78
3 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 78
4 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 72
5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17CIO 036727-29-4 53

Abundance Scan 1056 (9.098 min): BM024098.D (-1052) (-) m/z 57.10 100.00%
57.1
5000 831
30 1030 15, "3k 350 950 0w
143.0 : : : :
e Y 221 m/z 83.10 49.36%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #30216: 3,3-Dimethylheptanoic acid
5%.0
5000 83.0
8.80 9.00 9.20 9.40
103.0 m/z 41.00 33.99%
125.0143.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0
8.80 9.00 9.20 9.40
m/ 56.10 22.77Y%
5000 83.0 z 0
29.0 103.0
"'l""l"'|""|""|'“'ﬁ2?9}??9" T T T T I T
m/z--> 60 8 100 120 140 160 180 200 220
Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
57.0 8.80 9.00 9.20 9.40
m/z 55.05 16.53%
83.0
5000
103.0
125.0
,g??,d,,lM “‘w""|"'”|L"'|J"}??P" [Trr T BN LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 8.05 ng/ul 1084330 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxvlic acid 112 C5H403 000088-14-2 42
2 (6S.12aR.E)-2.2-Dimethviltetrahvd... 222 C13H22N20 109175-49-7 40
3 1.4-Cvclohexanedione 112 C6H802 000637-88-7 38
4 3-Nitropvrrole 112 C4H4N202 005930-94-9 38
5 Aminomaleimide 112 C4H4N202 037770-94-8 38

Abundance Scan 1320 (10.651 min): BM024098.D (-1314) (-) m/z 112.00 100.00%

112.0
39.0
5000
56.0
74.0

10.40 10.60 10.80 11.00
155.1
S 138.0 206.9 m/z 39.05 67.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6250: 2-Furancarboxylic acid
112.0
95.0
39.0

5000 e T
10.40 10.60 10. 80 11. 00

m/z 41.05 56.66%

14.0 | I6710 | |
LI L
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #79121: (6S,12aR,E)-2,2-Dimethyltetrahydrospiro[cyclopenta...
112.0

10.40 10 60 10. 80 11.00

5000 m/z 56.00 25.93%
510680 90 | 1350 1660 205.0222.0
s R B e i B I R LR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6378: 1,4-Cyclohexanedione R EEREmEETEE S LS
112.0 1040 1060 1080 1100

m/z 57.05 14 _.85%

5000 280 560
L M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 3 Triacetin Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.13 4.02 ng/ul 541836 Naphthalene-d8 10.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacetin 218 C9H1406 000102-76-1 90
2 Glvcerol 1l.2-diacetate 176 C7H1205 000102-62-5 83
3 Triacetin 218 C9H1406 000102-76-1 64
4 Triacetin 218 C9H1406 000102-76-1 53
5 1,2,3,4-Butanetetrol, tetraaceta... 290 C12H1808 007208-40-4 42
Abundance Scan 1571 (12.127 min): BM024098.D (-1566) (-) m/z 43.00 100.00%
43.0
5000 j\
103.0 145.1 T T
: 11.80 12.00 12.20 12.40
e b e 2220 77 103.00 22020
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76168: Triacetin
43.0
5000 L UL I UL UL
11,80 12.00 12.20 12.40
103.0 1450 m/z 145.10 14 .32%
15.0 73.0
o> 020 A 60 85 160 130 140 160 180 200 230 250 260 250
Abundance #42786: Glycerol 1,2-diacetate
43.0
11.80 12.00 12.20 12.40
5000 m/z 116.10 7.29%
1030 1450
151'0 73.0 ) 1 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76169: Triacetin R L L
43.0 11.80 12.00 12.20 12.40
m/z 115.00 5.31%
5000
103.0 1450
730 . ‘ 1 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 Benzoic acid, 2,4-dichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.24 49.82 ng/ul 8624800 Acenaphthene-d10 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4-dichloro- 190 C7H4C1202 000050-84-0 99
2 Benzoic acid. 2.4-dichloro- 190 C7H4C1202 000050-84-0 98
3 Benzoic acid. 2.5-dichloro- 190 C7H4C1202 000050-79-3 96
4 Benzoic acid. 2.6-dichloro- 190 C7H4CI1202 000050-30-6 96
5 Benzoic acid, 2,5-dichloro- 190 C7H4CI1202 000050-79-3 96

Abundance Scan 1930 (14.239 min): BM024098.D (-1923) (-) m/z 172.90 100.00%

17p.9

5000

1439 14.00 14.20 14.40 14.60
2330 2671 m/z 174.90 64.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53354: Benzoic acid, 2,4-dichloro-
178.0

-

5000
14.00 14.20 14.40 14.60

m/z 189.95 48 .50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53349: Benzoic acid, 2,4-dichloro-
178.0
14.00 14.20 14.40 14.60
5000 m/z 191.90 31.24%
145.0
740 4090 ‘ A
Yy SO VRN N U 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53355: Benzoic acid, 2,5-dichloro- L RaE By
1738.0 14.00 14.20 14.40 14.60
m/z 74.00 28.32%
5000 145.0
74.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.55 288.04 ng/ul 56485500 Phenanthrene-d10 16.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. diCisopropvD)sil... 216 C11H2402Si 1000279-48-0 35
2 2.6-Difluoro-3-methvlbenzoic aci... 368 C22H34F202 1000338-85-1 32
3 2-Trifluoromethvlbenzoic acid. u... 342 C19H25F302 1000299-40-8 25
4 2.6-Difluoro-3-methvlbenzoic aci... 396 C24H38F202 1000338-85-3 23
5 2,6-Difluoro-3-methylbenzoic aci... 354 C21H32F202 1000338-85-0 23
Abundance Scan 2153 (15.551 min): BM024098.D (-2143) (-) m/z 173.05 100.00%
178.1
5000

15.20 15.40 15.60 15.80
m/z 55.05 48.01%

ol 194.0217.0 250.9 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73932: Pentanoic acid, di(isopropyl)silyl ester
173.0

61.0
5000 R
15.20 15.40 15.60 15.80

89.0 m/z 99.05 39.62%
131.0

41.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #195518: 2,6-Difluoro-3-methylbenzoic acid, tetradecy! ester
178.0

15.20 15.40 15.60 15.80
5000 m/z 84.05 28.59%

55.0
200, "7 830 10701270 1530 | 1960

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

Abundance #178248: 2-Trifluoromethylbenzoic acid, undec-2-eny! ester e LR m e

178.0 15.20 15.40 15.60 15.80

m/z 111.05 18.95%
5000
54.0 145.0
82.0

bbbttt e e e e 2R || e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.81  6.62 ng/ul 1297930  Phenanthrene-d10 16.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99

2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2537 (17.809 min): BM024098.D (-2532) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
99.0 | 157.1185.1 21?'2 2563 1o 17140 1760 17.80 18.00 18.20
b L B L b 12820 3410 0 o780 00 71.74%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 AR SRR B UM B
17. 40 17. 60 17. 80 18. 00 18 20
97.0 157.0 18502130 256.0 m/z 43.10 70.55%
el |l|l||||||lllllll |'|||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
17.40 17.60 17.80 18.00 18.20
5000 256.0 m/z 55.05 64.22%
129.0
213.0
| ‘ “Pﬂ 15701850 {
|‘| I\H|I|\ “ h\\ I\ |‘|"||‘|| l|||| ———
m/z--> 50 150 200 250 300 350
Abundance #131261: Octadecanoic acid L
43.0,,73.0 17.40 17.60 17.80 18.00 18.20
m/z 57.10 62.04%
5000 129.0
Lt | g 20
— Imll\lw‘l\\lt Il“‘lhl .‘1|57..0.‘.‘.‘|2l.3'.0‘..‘ ...‘. ——r— : e T
m/z--> 50 100 150 200 250 300 350 ﬂ%ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.10 2.90 ng/ul 636431 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2756 (19.097 min): BM024098.D (-2753) (-) m/z 73.10 100.00%
741
| J‘L
5000
671 129.1
: 185.1 241.2 L B SULILN B B
284.3 18.80 19.00 19.20 19.40
oI e 349 77 60.00  78.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73.0
5000 RN SRR NN B
18.80 19.00 19.20 19.40

m/z 43.10 77 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43.0 73.0
R R RE R
18.80 19.00 19.20 19.40
5000 129.0 m/z 57.05 71.18%
15.0] i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid B R AR
43.0 | 73.0 18.80 19.00 19.20 19.40
m/z 55.05 62 .34%
5000 129.0
J 241.0 284.0
R R RE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.83 5.70 ng/ul 1252320 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3051 (20.833 min): BM024098.D (-3047) (-) m/z 57.10 100.00%
57.1
97.1
5000
R AR SRR BN BUR
163.1 20.60 20.80 21.00 21.20
N — .J.-J . I,I'.L.i?-é‘ ol 20702410 2811 3410 387.0 4291 7 43 10 80.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 o070
5000 LR BURRULN RS BRI B
20. 60 20. 80 21. 00 21. 20
\ l m/z 83.10 74 .10%
39.0
19.0) | ‘ | , Jll . 182.0 224.0 266.0
m/z--> 55 160 1éo 200 250 360 3%0 460
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
I

20.60 20.80 21.00 21.20
5000 97.0 m/z 69.10 69.82%

sl

l 300 1960
F : . 2580
m/z--> 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate S L B
510 979 20.60 20.80 21.00 21.20
m/z 71.10 68.68%
B /\ﬂl\,\J\
39.0
CL 4L \R |, 182.0 222.0 2660 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 20. 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 11
R.T. EstConc Area Relative to ISTD R.T.
21.27 2.49 ng/ul 547043 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3125 (21.268 min): BM024098.D (-3122) (-) m/z 57.10 100.00%
57.1
5000
09.1 5100 2120 2140 2160
141.1 191.0 281.1 . . . .
e A T G2 02200 28T 3430 3990 4604 nsoTT71.10  77.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 L B B IS UL
mmmmmmmm
9.0 m/z 43.10 55.40%
150 | ||yl 141018302050 2960
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #175559: Tetracosane
57.0
21,00 21.20 2140 21.60
5000 m/z 85.10 53.21%
9.0
‘ | |, 14101830 2250 338.0
miz--> ""s'o""lc')d"'léd"'zc')d'"zso"'ééd"ééd"héd"héd'
Abundance #185535: Heptadecane, 9-octyl- S B a e B et S
57.0 21.00 21.20 21.40 21.60
m/z 55.10 25.29%
5000
0 239.0
bbby 0830 T osioes0
m/z--> 50 100 150 200 250 300 350 400 450 2100 2120 2140 2160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.69 2.37 ng/ul 520573 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 83

Abundance Scan 3197 (21.691 min): BM024098.D (-3194) (-) m/z 57.10 100.00%

.

5000
21.40 21.60 21.80 22.00
41.1 209.0: 281.1
ol 245.1 323.1 386.9 461.0 m/z 71.10 81.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
5000 LIS L L L L L L

21.40 21.60 21.80 22.00
m/z 85.10 59.18%

141.0 183.0 225.0 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane

&)
!
o

21.40 21.60 21.80 22.00

5000 m/z 43.10 56.79%
9.0
15,9‘ 1 | ; 141.0183.0 225.0  296.0
N I A e B e B B B e I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117640: Tridecane, 7-hexyl- R BN naa B
57.0 21.40 21.60 21.80 22.00

m/z 55.10 22 .80%

5000

i

182.0
NI
l | 1410 \ 225.0 266.0

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 40 21 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.13 4.20 ng/ul 921191 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3272 (22.133 min): BM024098.D (-3268) (-) m/z 57.10 100.00%

5000

21.80 22.00 22.20 22.40

41.1183.1225.2 282.1
225.2 341.0387.0431.2 . m/z 71.10 83.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 LA L L L L L B |
21.80 22.00 22.20 22.40
m/z 85.05 59.71%
9.0  169.0
15.9 L1, 7] 248.0
L e e N LA B o o e e N A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
S BEEEAREEEE SRS
21.80 22.00 22.20 22.40
5000 m/z 43.10 56.11%

141.0183.0225.0267.0309.0 365.0

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

Abundance #185535: Heptadecane, 9-octyl- e AL

7.0 21.80 22.00 22.20 22.40

m/z 55.05 22.90%
5000
9.0
239.0
| J14}91830 U"7281.0323.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.61 4.76 ng/ul 1147290 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3353 (22.609 min): BM024098.D (-3350) (-) m/z 57.10 100.00%

5000

EE

9.1 | LA DL LN BLELELELE B

141.2183.2 22.20 22.40 22.60 22.80 23.00
225.1 283.0 337.3 385.1 431.2 489.1 535.2 m/z 71.10 78 _46%

0!

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57.0
5000 LI L B L L L L LB

22 20 22. 40 22 60 22. 80 23. OO
9.0 m/z 85.10 56 .59%

10120225 02570 3950
i o A LA AL o o oo e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
BRI B o e
22.20 22.40 22.60 22.80 23.00
5000 m/z 43.10 54.87%
9.0
) HMM%Mﬁmmmwo%m
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane R R B S S S
57.0 22.20 22.40 22.60 22.80 23.00
m/z 55.10 21.35%
5000

?

.0
, 141.0183. 0225 0267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 400 450 500 22 20 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121219\
Data File : BM024098.D

Aca On : 13 Dec 2019 19:00

Operator :© JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.75 4.67 ng/ul 1125400 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3547 (23.750 min): BM024098.D (-3543) (-) m/z 57.10 100.00%

5000

:

9.0 T T T T T T T T

141.1 183.2 267.0 23.40 23.60 23.80 24.00
ol 225.2 309.3 351.4 403.1 476.2 7 7110 35 8w

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

-

5000
23.40 23.60 23.80 24.00

9.0 m/z 85.10 55.98%
141.0 183.0 225.0 296.0

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane

-

23.40 23.60 23.80 24.00
5000 m/z 43.10 54 _89%

9.0
| ; 141.0183.0 2250 2810 337.0 394.0

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

:

Abundance #141433: Pentadecane, 8-hexyl- T T

43.0 23.40 23.60 23.80 24.00
m/z 55.10 21.46%

5000 5.0
270 196.0
LYo | 239.0 280.0

B L L R ma A S R e

m/z--> 0 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024098.D

Acq On : 13 Dec 2019 19:00

Operator : JU

Sample : K6167-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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]
3,3-Dimethylhepta. .. 9.10 2.3 ng/ul 312358 2 10.24 2692390 20.0
unknown-01 10.65 8.1 ng/ul 1084330 2 10.24 2692390 20.0
Triacetin 12.13 4.0 ng/ul 541836 2 10.24 2692390 20.0
Benzoic acid, 2,4... 14.24 49.8 ng/ul 8624800 3 14.13 3462150 20.0
unknown-02 15.55 288.0 ng/ul 56485500 4 16.89 3922100 20.0
n-Hexadecanoic acid 17.81 6.6 ng/ul 1297930 4 16.89 3922100 20.0
Octadecanoic acid 19.10 2.9 ng/ul 636431 5 21.09 4390280 20.0
1-Heneicosanol 20.83 5.7 ng/ul 1252320 5 21.09 4390280 20.0
(DEL) Alkane: Str... 21.27 2.5 ng/ul 547043 5 21.09 4390280 20.0
(DEL) Alkane: Str... 21.69 2.4 ng/ul 520573 5 21.09 4390280 20.0
2-Bromo dodecane 22.13 4.2 ng/ul 921191 5 21.09 4390280 20.0
(DEL) Alkane: Str... 22.61 4.8 ng/ul 1147290 6 23.23 4816090 20.0
(DEL) Alkane: Str... 23.75 4.7 ng/ul 1125400 6 23.23 4816090 20.0
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