LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 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-BM121719MA.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 3.010 17 21 24 rBvV 80263 111862 0.21% 0.057%
2 3.040 24 26 36 rvB 54882 97634 0.18% 0.049%
3 4.004 186 190 199 rBvV 137043 236400 0.44% 0.120%
4 4.804 320 326 337 rBV 43804 86570 0.16% 0.044%
5 4.999 355 359 370 rBV5 28082 62868 0.12% 0.032%
6 5.593 457 460 470 rBV 67542 128620 0.24% 0.065%
7 5.728 478 483 499 rBV 108617 294173 0.54% 0.149%
8 5.904 507 513 520 rBV 45918 80818 0.15% 0.041%
9 6.275 570 576 583 rVB2 52116 89218 0.17% 0.045%
10 6.522 613 618 628 rBV6 28629 74686 0.14% 0.038%

11 6.651 635 640 653 rvB 366472 710223 1.32% 0.360%
12 6.804 660 666 681 rBV 1227295 2047759 3.79% 1.037%
13 6.992 691 698 711 rBV 1370119 2264411 4._.19% 1.146%
14 7.104 711 717 725 rVB 39653 76191 0.14% 0.039%
15 7.451 766 776 786 rBV 1596226 2598958 4.81% 1.316%

16 7.534 786 790 801 rvB2 61759 142974 0.26% 0.072%
17 8.175 893 899 907 rvV 1178355 1965560 3.64% 0.995%
18 8.245 907 911 916 rVB4 46024 92422 0.17% 0.047%
19 8.604 966 972 984 rVvV 1610943 2684661 4.97% 1.359%
20 8.792 994 1004 1014 rvVv 527434 1141206 2.11% 0.578%

21 8.886 1015 1020 1029 rVB10 25642 70221 0.13% 0.036%
22 9.098 1049 1056 1064 rvv 268965 479907 0.89% 0.243%
23 9.181 1067 1070 1078 rVB4 28424 54179 0.10% 0.027%
24 9.316 1087 1093 1110 rBV 1332309 2286923 4.23% 1.158%
25 9.539 1122 1131 1138 rVB5 38499 87205 0.16% 0.044%

26 9.857 1179 1185 1203 rBV 2176387 3883983 7.19% 1.966%
27 10.222 1239 1247 1254 rBV 2438936 4122284 7.63% 2.087%
28 10.386 1269 1275 1285 rVB 75781 164206 0.30% 0.083%
29 10.533 1291 1300 1306 rBv4 35975 74783 0.14% 0.038%
30 10.645 1307 1319 1336 rBV 7068051 11371125 21.06% 5.757%

31 10.780 1336 1342 1349 rBV2 40463 122028 0.23% 0.062%
32 10.880 1356 1359 1369 rVB2 37204 85690 0.16% 0.043%
33 11.086 1385 1394 1401 rVB5 48075 129047 0.24% 0.065%
34 11.169 1401 1408 1412 rBV3 49884 110602 0.20% 0.056%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 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\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
Title = SVOA CALIBRATION

35 11.733 1497 1504 1510 rBV5 33500 83019 0.15% 0.042%
36 11.822 1517 1519 1526 rVB4 47279 77651 0.14% 0.039%
37 11.939 1533 1539 1544 rBvV4 32256 72596 0.13% 0.037%

38 12.110 1562 1568 1582 rVB 4258683 6214575 11.51% 3.146%
39 12.463 1623 1628 1635 rVB 80824 140244 0.26% 0.071%
40 12.586 1642 1649 1663 rVB3 128092 260868 0.48% 0.132%

41 12.722 1667 1672 1677 rVB2 110354 163841 0.30% 0.083%
42 12.963 1708 1713 1718 rVB7 38082 61638 0.11% 0.031%
43 13.027 1718 1724 1730 rBVY 160099 276043 0.51% 0.140%
44 13.539 1804 1811 1816 rBV 4495461 6161805 11.41% 3.120%
45 13.586 1816 1819 1825 rVB 377793 494880 0.92% 0.251%

46 13.686 1833 1836 1844 rVB 134876 223348 0.41% 0.113%
47 13.798 1849 1855 1865 rVV 5132289 7507160 13.90% 3.801%
48 13.957 1876 1882 1892 rBVY 273948 490342 0.91% 0.248%
49 14.110 1902 1908 1915 rBV 3918067 5980904 11.08% 3.028%
50 14.216 1921 1926 1945 rBV 625385 1246109 2.31% 0.631%

51 14.380 1949 1954 1961 rVvV 363855 711576 1.32% 0.360%
52 14.445 1961 1965 1975 rVB 146803 270933 0.50% 0.137%
53 14.674 2000 2004 2010 rVB7 45130 73903 0.14% 0.037%
54 14.886 2034 2040 2047 rBV2 273173 463627 0.86% 0.235%
55 15.116 2072 2079 2096 rBV 7092503 9823108 18.19% 4_.973%

56 15.268 2099 2105 2114 rVV 2169315 3192978 5.91% 1.617%
57 15.357 2117 2120 2122 rVVZ2 79694 116757 0.22% 0.059%
58 15.398 2122 2127 2134 rVB2 281519 455323 0.84% 0.231%
59 15.533 2140 2150 2155 rBV 32073413 54001892 100.00% 27 .340%
60 15.710 2176 2180 2185 rVB 209241 268421 0.50% 0.136%

61 16.033 2232 2235 2241 rVB5 54761 76250 0.14% 0.039%
62 16.233 2266 2269 2273 rVB3 58672 65929 0.12% 0.033%
63 16.286 2274 2278 2280 rBV3 39509 60287 0.11% 0.031%
64 16.657 2338 2341 2344 rBV2 87991 89560 0.17% 0.045%

65 16.868 2371 2377 2387 rBV 5082567 7044043 13.04% 3.566%

66 16.968 2388 2394 2405 rVV 7659610 10471773 19.39% 5.302%

67 17.204 2431 2434 2438 rVB2 80971 95312 0.18% 0.048%
68 17.798 2530 2535 2544 rBV2 866326 1369305 2.54% 0.693%
69 18.904 2721 2723 2727 rVB 73124 85017 0.16% 0.043%

70 19.092 2751 2755 2760 rBV2 337826 491631 0.91% 0.249%
71 19.274 2780 2786 2793 rBV 8629110 11769851 21.80% 5.959%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 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-BM121719MA_M
= SVOA CALIBRATION

72 20.821 3045 3049 3053 rBV2 790224 991182 1.84% 0.502%
73 21.080 3088 3093 3101 rBV 5701513 7297467 13.51% 3.695%
74 21.256 3121 3123 3127 rBV 257243 267895 0.50% 0.136%
75 21.680 3192 3195 3203 rVB 495219 608349 1.13% 0.308%

76 22.121 3266 3270 3277 rVB 691083 890300 1.65% 0.451%
77 22.597 3347 3351 3356 rVB 826251 1142033 2.11% 0.578%
78 23.080 3427 3433 3438 rBV 5542590 9189369 17.02% 4.652%
79 23.127 3438 3441 3448 rVB 878340 1347201 2.49% 0.682%
80 23.209 3449 3455 3463 rVB 3521827 6135453 11.36% 3.106%

81 23.733 3540 3544 3550 rVB 662961 1165832 2.16% 0.590%

Sum of corrected areas: 197516977

SOM-EPA-BM121719MA_.M Wed Dec 18 16:45:06 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

304

TIC: BM024138.D

86.99 7.45 8.1
4.00 4.86.00 5.5975.90 6.276.@;(%\ 710 .53 ng

10.65

9.86 10.22
Jaoms

J8anas

O
Time-->  3.00

350 400 450 500 550 6.00 650 700 750 8.00

9.50

I
10.00 10.50 11.00 11.50

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

12

5000000

04
Time-->

TIC: BM024138.D
1553

16.97
16.97

5.7116.085220 16@)\

15.12

11 13.52t3'8

17.20
12.00 1250 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

19.27

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

21.08

TIC: BM024138.D

23.08
.21

ok

3
2260 28.13
20.82 ||p1 26 21.68 2212 22 M

23.73
A

A

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\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 Butyrolactone Concentration Rank 12

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

5.73 2.26 ng/ul 294173 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvrolactone 86 C4H602 000096-48-0 87
2 Butanoic acid. 4-hvdroxv- 104 C4H803 000591-81-1 86
3 Butvrolactone 86 C4H602 000096-48-0 86
4 Butanoic acid. 4-hvdroxv- 104 C4H803 000591-81-1 78
5 Butyrolactone 86 C4H602 000096-48-0 59

Abundance Scan 483 (5.728 min): BM024138.D (-478) (-) m/z 42.10 100.00%
ap
5000
56 86
5.40 5.60 5.80 6.00
...,....,....,...'!|!'...,..'.'.,...‘??...7.?..'..,.9.“.3.,....,....,.1.22“3.,1?.3:.,. m/z 41.05 55.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1646: Butyrolactone
ap
28
5000 AU R S R
540 560 580 6.00
‘ 56 86 m/z 86.00 31.43%
"w}ﬁ'w”LF””m'“'v'*l“'w'”'w'“l“'w'“'w'“l”'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4696: Butanoic acid, 4-hydroxy-
a4p
540 560 580 6.00
5000 m/z 56.10 27.13%
56 86
“'P'”I“'W'“'l“”I”MW'“'P'“I”hW'”'P'”I”'W'“'P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1651 Butyrolactone e
28 4 5.40 5.60 5.80 6.00
m/z 39.05 17.81%
5000
56 86
'”I}?I“'I”'W"W”'W”'J{'W'“W'”W'“'P”'P'”P'”P RS U R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00

SOM-EPA-BM121719MA_M Wed Dec 18 16:45:07 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

8.79 8.78 ng/ul 1141210 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 1004 (8.792 min): BM024138.D (-994) (-) m/z 73.10 100.00%
7B
5000
41
m” ﬁlnmm 8.40 8.60 880 9.00 9.20
B m/z 88.10 79.32%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000 UM A A SR A
41 8.40 8.60 8.80 9.00 9.20

101 m/z 41.10 29.95Y%

.1?||.lhl,-|‘.a..,|.I|.1%9.,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88

—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.40 8.60 8.80 9.00 9.20

5000 m/z 57.05 29.00%
\ 116
| M S
m/z--> 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4, 88 8.40 8.60 8.80 9.00 9.20

m/z 87.10 22.11%

5000
6
] \\‘J‘; \;09 135155173 214 242 272 294313 355
- e T e e S

m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 3 Hexanoic acid, 3,5,5-trimet... Concentration Rank 11

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

9.10 2.33 ng/ul 479907 Naphthalene-d8 10.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
3 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 72
4 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 64
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 50

Abundance Scan 1056 (9.098 min): BM024138.D (-1049) (-) m/z 57.10 100.00%
83
5000 a1
69 103 125 8.80 9.00 9.20 9.40
93 115 8 18 | h/z 83.05 56.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
41
5000 83

8.80 9.00 9.20 9.40

29 m/z 41.05 37.02%
69 103 125
o7 93| 11477 143 159
e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30216: 3,3-Dimethylheptanoic acid
57
8.80 9.00 9.20 9.40
5000 83 m/z 56.05 24 _.56%
41
29 ‘ 103 15
s Ll e L s 1 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57 8.80 9.00 9.20 9.40
m/z 60.00 20.56%
5000 83
41
29 ‘ 103
125
s o e Lo W
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.65 55.17 ng/ul 11371100 Naphthalene-d8 10.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aminomaleimide 112 C4H4N202 037770-94-8 38
2 3-Hvdroxvpvridazine 1l-oxide 112 C4H4N202 018259-51-3 35
3 1.4-Cvclohexanedione 112 C6H802 000637-88-7 32
4 3-Furancarboxvlic acid 112 C5H403 000488-93-7 25
5 Emimycin 112 C4H4N202 003735-46-4 25
Abundance Scan 1320 (10.651 min): BM024138.D (-1307) (-) m/z 112.00 100.00%
112
39
5000
56 I N
74 10.40 10.60 10.80 11.00
Ol LI, O ] 138155 193 281 84| oz 3905 62.95%
m/z--> 50 100 150 200 250 300
Abundance #6217: Aminomaleimide
112
5000 HRRR LI SR BN SR
41 10.40 10.60 10.80 11.00
69 m/z 41.10 51.09%
'1§'! N J?ﬁ UL SR WU S S
m/z--> 50 100 150 200 250 300
Abundance #6227: 3-Hydroxypyridazine 1-oxide
112
" 1040 10.60 10.80 11.00
5000 m/z 56.10 24 .32%
39
18 78
.‘.“l‘b‘lﬁb:m.juugblu‘...|.... — ——
m/z--> 50 100 150 200 250 300
Abundance #6378: 1,4-Cyclohexanedione B R AL Ba
112 10.40 10.60 10.80 11.00

m/z 57.10 13.99%

5000 28 5

T T
m/z--> 50 100 150 200 250 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 Glycerol 1,2-diacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.11 30.15 ng/ul 6214580 Naphthalene-d8 10.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol 1.2-diacetate 176 C7H1205 000102-62-5 90
2 Triacetin 218 C9H1406 000102-76-1 90
3 Triacetin 218 C9H1406 000102-76-1 90
4 Triacetin 218 C9H1406 000102-76-1 72
5 1,2,3,4-Butanetetrol, tetraaceta... 290 C12H1808 007208-40-4 36
Abundance Scan 1568 (12.110 min): BM024138.D (-1562) (-) m/z 43.05 100.00%
43
5000
103 UL AR UL BN B
145 11.80 12.00 12.20 12.40
86 : : : -
Ol O e [ 159178193200 281 | 75710300 20.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42786: Glycerol 1,2-diacetate
43
5000 LR B UL BULL B
11.80 12.00 12.20 12.40
103 145 m/z 145.00 13.08%
15 61 86 |17 | 150
m/z--> 0 20 40 60 86 100 120 140 160 180 200 220 240 260 280
Abundance #76168: Triacetin
43
11:80 12.00 12.20 12.40
5000 m/z 116.10 6.85%
103 145
15 61 86 | 117 | 159
m/z--> 0 20 Jo 60 86 100 120 140 160 180 200 220 240 260 280
Abundance #76169: Triacetin e e ERARE
43 11.80 12.00 12.20 12.40
m/z 115.00 4 _.84%
5000
103 145
29 61 86 | 117 | 159
m/z--> 0 20 40 60 86 100 120 140 160 180 200 220 240 260 280 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 Benzoic acid, 2,4-dichloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.22 4.17 ng/ul 1246110 Acenaphthene-d10 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4-dichloro- 190 C7H4C1202 000050-84-0 99
2 Benzoic acid. 2.6-dichloro- 190 C7H4C1202 000050-30-6 97
3 Benzoic acid. 2.5-dichloro- 190 C7H4C1202 000050-79-3 96
4 Benzoic acid. 2.4-dichloro- 190 C7H4CI1202 000050-84-0 95
5 Benzoic acid, 2,5-dichloro- 190 C7H4CI1202 000050-79-3 95

Abundance Scan 1927 (14.221 min): BM024138.D (-1921) (-) m/z 172.90 100.00%

1713

5000

14.00 14.20 14.40 14.60
m/z 175.00 63.19%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53354: Benzoic acid, 2,4-dichloro-
173

—

5000

14,00 14.20 14.40 14.60
m/z 189.90 51.16%

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

?

Abundance #53358: Benzoic acid, 2,6-dichloro-
173
190 e M A aa
14.00 14.20 14.40 14.60
5000 m/z 191.90 32.81%
. 75 109 145
TN - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53355: Benzoic acid, 2,5-dichloro- B B R e s
173 190 14.00 14.20 14.40 14.60
m/z 74.00 26.56%
5000 145
74 109
ose e b Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.53 153.33 ng/ul 54001900 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Difluoro-3-methvlbenzoic aci... 396 C24H38F202 1000338-85-3 32
2 Pentanoic acid. diCisopropv)sil... 216 C11H2402Si 1000279-48-0 27
3 2.6-Difluoro-3-methvlbenzoic aci... 368 C22H34F202 1000338-85-1 25
4 4-Trifluoromethvlbenzoic acid. 4... 372 C21H31F302 1000280-65-2 17
5 2,6-Difluoro-3-methylbenzoic aci... 354 C21H32F202 1000338-85-0 17
Abundance Scan 2149 (15.527 min): BM024138.D (-2140) (-) m/z 173.05 100.00%
13
55
5000 99
73 129 155 15.20 15.40 15.60 15.80
Obprrs L8 2 2O ot | m/z 55.10  57.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #210269: 2,6-Difluoro-3-methylbenzoic acid, hexadecy! ester
173
5000 I UM UL B UL
155 1520 15.40 15.60 15.80
55 m/z 99.10 43 .45%
2 14 Pz 19 224
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73932: Pentanoic acid, di(isopropyl)silyl ester
173
o 15.20 15.40 15.60 15.80
5000 m/z 84.05 32.34%
41 89
113131
Jrrrrn-rrrn—rrrrv—rrrrq-rrn-rrrn-rrrrrrrrrrrrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #195518: 2,6-Difluoro-3-methylbenzoic acid, tetradecyl ester e  EEERmmEEEE S
173 15.20 15.40 15.60 15.80
m/z 111.05 19.96%
5000
155
55
20 7, 8 unz 196
m/z--> 25&65mﬁm%mmmmmmnmm%mmﬁmmﬁo 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.80  3.89 ng/ul 1369310  Phenanthrene-d10 16.87
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2535 (17.798 min): BM024138.D (-2530) (-) m/z 73.05 100.00%
7
43
5000 129
97 213 I R
157 llTS a 256 o83 255 17140 17'60 17.80 18.00 18.20
b b L L2834 | 283 385 L o760.00 76.89%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
41
5000 129 BRI B SN R
83 17.40 17.60 17.80 18.00 18.20
. 1?7 185 213 ZTG m/z 43.05 72.50%
m | I | ! L A
m/z--> 50 100 1éo 200 250 360 3%0
Abundance #107548: n-Hexadecanoic acid
Vilc I (c}
17.40 17.60 17.80 18.00 18,20
5000 256 m/z 57.10 63.49%
129
‘ 97 \ 157 188 213
II\ILHHIIJ“m}MHN b L ﬂ|238 N
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid B L i e
43 | 78 17.40 17.60 17.80 18.00 18.20
m/z 55.10 61.49%
5000 129 ﬁth&ﬁﬁvﬂﬂMhﬂLM“ﬂkmwvwwmu
97 199 242
157
.15.{..|'|U.HJ.‘I|L.J“.‘. .‘ ‘. .ELE.;Q.L.‘Z.Z:? .{ e ——— BN .
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00 18.20

SOM-EPA-BM121719MA_M Wed Dec 18 16:45:12 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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: Cyclic20.82 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.82 2.72 ng/ul 991182 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 97
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 96
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3049 (20.821 min): BM024138.D (-3045) (-) m/z 57.10 100.00%
57
83
5000
111
RN S SR
130° 163 207 20.60 20.80 21.00 21.20
I | ‘ |Jl A50L 1183 207 239260281 313 342 369 402 | 7, 4305 72.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LR SULIULN B SULBULE IR
29 11 20.60 20.80 21.00 21.20
m/z 83.10 70.36%
J | | L 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
56
o 20,60 20.80 21.00 21.20
5000 m/z 69.10 64 .92%
29 111
LD i | 1% 168 105 204 252
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- N B B !
57 20.60 20.80 21.00 21.20
m/z 71.10 64 .29%
83
5000
29 111
168 196
\.Ji‘.‘“.} |J| ‘Iliﬁg‘lll ‘I'??? 25.8...|....|....|. e
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\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 10
R.T. EstConc Area Relative to ISTD R.T.
22.12 2.44 ng/ul 890300 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tricosane 324 C23H48 000638-67-5 93
3 Tridecane. l1-i1odo- 310 C13H271 035599-77-0 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3270 (22.121 min): BM024138.D (-3266) (-) m/z 57.10 100.00%
5000
13 21.80 22.00 22.20 22.40
141
o 169 211 243 281309 343370 402430 476503 549 n/z 71.10 80 . 29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
g7
5000 85 LRSI
2180 2200 22.20 2240
m/z 43.10 55.97%
29 ﬁmmmmm3mm3m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164577: Tricosane
g7
21.80 22.00 22.20 22.40
5000 85 m/z 85.10 54 .64%
29 324
\ 1}i1?ﬁ1691972252§3231
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- A B e
57 21.80 22.00 22.20 22.40
m/z 55.05 23.63%
5000 85
28
183
‘ B 185 310
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2180 22.00 22,20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .60 3.72 ng/ul 1142030 Perylene-d12 23.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
Abundance Scan 3351 (22.597 min): BM024138.D (-3347) (-) m/z 57.10 100.00%

[6)]
~
(o]
al

5000
13 22.20 22.40 22.60 22.80 23.00
141169197 : : : : -
O b d A 4 L7 7 §7127225203281300 351383 429461 503 549 | Ty sz 71.10  83.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 TT T T[T T I T [T T T T[T T TT[TT

22. 20 22. 40 22 60 22. 80 23. OO
m/z 43.10 58 .56%

141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

5

22.20 22.40 22.60 22.80 23.00
m/z 85.10 58 .53%

5000

141169197225 267295 365393
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

?

Abundance #194493: Hexacosane S e e e
57 22.20 22.40 22.60 22.80 23.00
m/z 55.10 24 .90%
N T K‘\L
29
ﬁ}3141169197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22 60 22. 80 23. 00

SOM-EPA-BM121719MA_M Wed Dec 18 16:45:13 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121719\
Data File : BM024138.D

Aca On : 18 Dec 2019 01:09

Operator :© JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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 7
R.T. EstConc Area Relative to ISTD R.T.
23.73 3.80 ng/ul 1165830 Perylene-d12 23.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3544 (23.733 min): BM024138.D (-3540) (-) m/z 57.10 100.00%

5000

:

23.40 23.60 23.80 24.00
m/z 71.10 76.67%

13
141169 211 249282 323356 402

476503 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 LA L L L L BB |

23.40 23.60 23.80 24.00
m/z 85.10 57 .65%

141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane

E

23.40 23.60 23.80 24.00
5000 85 m/z 43.10 50.73%

29 13
fu 141169197225253 295323 367

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

Abundance #215181: 2-methyloctacosane T
23.40 23.60 23.80 24.00

m/z 55.10 23.51%

%

5000

s

141169197225 267295 365393
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2340 23.60 23.80 24.00

SOM-EPA-BM121719MA_M Wed Dec 18 16:45:13 2019 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121719\
Data File : BM024138.D

Acq On : 18 Dec 2019 01:09

Operator : JU

Sample : K6132-21

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121719MA_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]
Butyrolactone 5.73 2.3 ng/ul 294173 1 7.45 2598960 20.0
Hexanoic acid, 2-... 8.79 8.8 ng/ul 1141210 1 7.45 2598960 20.0
Hexanoic acid, 3,... 9.10 2.3 ng/ul 479907 2 10.22 4122280 20.0
unknown-01 10.65 55.2 ng/ul 11371100 2 10.22 4122280 20.0
Glycerol 1,2-diac... 12.11 30.1 ng/ul 6214580 2 10.22 4122280 20.0
Benzoic acid, 2,4... 14.22 4.2 ng/ul 1246110 3 14.12 5980900 20.0
unknown-02 15.53 153.3 ng/ul 54001900 4 16.87 7044040 20.0
n-Hexadecanoic acid 17.80 3.9 ng/ul 1369310 4 16.87 7044040 20.0
(DEL) Alkane: Cyc... 20.82 2.7 ng/ul 991182 5 21.08 7297470 20.0
(DEL) Alkane: Str... 22.12 2.4 ng/ul 890300 5 21.08 7297470 20.0
(DEL) Alkane: Str... 22.60 3.7 ng/ul 1142030 6 23.21 6135450 20.0
(DEL) Alkane: Str... 23.73 3.8 ng/ul 1165830 6 23.21 6135450 20.0
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