LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM042517 .M

Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

3.175 10 15 19 rBV 92657 123251 3.66% 0.354%

3.287 29 34 38 rBv3 27010 35717 1.06% 0.103%
rBv2 60233 99275 2.95% 0.285%
3.910 134 140 142 rBVS 35137 51486 1.53% 0.148%
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4._.152 176 181 186 rBV 113046 154523 4_59% 0.444%

4._.205 186 190 199 rVB 195974 271036 8.06% 0.778%
4.922 308 312 320 rVB5 23810 48117 1.43% 0.138%
rBv2 79081 146153 4 _.35% 0.419%
5.593 420 426 433 rBvY 144763 215895 6.42% 0.620%
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1 5.751 447 453 463 rVB4 39511 75759 2.25% 0.217%
11 5.887 472 476 482 rVB 37039 55760 1.66% 0.160%
12 6.187 521 527 530 rBV5 22027 39411 1.17% 0.113%
13 6.304 541 547 552 rBv4 26205 45992 1.37% 0.132%
14 6.463 568 574 576 rBv4 30838 45892 1.36% 0.132%

15 6.851 633 640 644 rBV 85750 141070 4._.19% 0.405%

16 6.987 654 663 671 rvB2 120053 219920 6.54% 0.631%
17 7.140 683 689 694 rBvV 402579 616783 18.34% 1.770%
18 7.175 694 695 703 rvv2 36384 47553 1.41% 0.136%
19 7.245 703 707 714 rvVB2 34472 63138 1.88% 0.181%
20 7.340 717 723 732 rBV 431488 700296 20.82% 2.010%

21 7.804 795 802 807 rBvV 468911 782531 23.27% 2.246%
22 8.351 892 895 900 rBV2 20349 36510 1.09% 0.105%
23 8.410 900 905 915 rVB3 89879 181611 5.40% 0.521%
24 8.522 918 924 930 rBV2 204598 337228 10.03% 0.968%

25 8.634 939 943 950 rvB2 49197 80446 2.39% 0.231%
26 8.975 994 1001 1007 rBV 555629 953677 28.35% 2.737%
27 9.034 1008 1011 1017 rVVv5 34801 61970 1.84% 0.178%
28 9.098 1017 1022 1028 rVB2 53493 92621 2.75% 0.266%
29 9.163 1028 1033 1037 rBv4 21537 33696 1.00% 0.097%
30 9.516 1088 1093 1100 rBV7 19095 35630 1.06% 0.102%

31 9.692 1116 1123 1134 rBV 462999 793940 23.60% 2.279%
32 9.798 1134 1141 1150 rVB 35089 69359 2.06% 0.199%
33 9.939 1153 1165 1173 rBV2 121770 239258 7.11% 0.687%
34 10.234 1208 1215 1224 rBV2 536624 946961 28.15% 2.718%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

35 10.604 1265 1278 1290 rBV 604992 1252453 37.24% 3.595%

36 10.763 1299 1305 1307 rBV5 21757 39905 1.19% 0.115%
37 10.992 1338 1344 1349 rBVS 16249 38937 1.16% 0.112%
38 11.404 1408 1414 1428 rBV5 81103 185141 5.50% 0.531%
39 11.510 1428 1432 1436 rVVv4 17044 34494 1.03% 0.099%
40 11.563 1436 1441 1446 rVBG6 30216 50592 1.50% 0.145%
41 11.939 1499 1505 1512 rBVS8 34954 73298 2.18% 0.210%
42 12.069 1522 1527 1531 rBV5 39528 67450 2.01% 0.194%
43 12.222 1547 1553 1556 rVV6 23973 43409 1.29% 0.125%
44 12.310 1560 1568 1577 rBV3 39791 93371 2.78% 0.268%
45 12.727 1634 1639 1645 rBV6 26787 53927 1.60% 0.155%
46 12.792 1645 1650 1656 rVB6 24856 47475 1.41% 0.136%
47 12.904 1665 1669 1677 rVB7 18434 34353 1.02% 0.099%
48 13.039 1689 1692 1696 rBV3 33243 45931 1.37% 0.132%
49 13.098 1697 1702 1706 rVB2 53561 78681 2.34% 0.226%
50 13.351 1738 1745 1752 rBV3 52769 91156 2.71% 0.262%

51 13.863 1826 1832 1837 rBV 1245507 1697892 50.48% 4.873%
52 14.151 1875 1881 1887 rVB 1251707 1836045 54.59% 5.270%
53 14.457 1927 1933 1942 rVB2 931825 1433283 42.61% 4.114%
54 14.704 1966 1975 1983 rBV4 101693 208075 6.19% 0.597%
55 15.274 2067 2072 2079 rVB 89418 132720 3.95% 0.381%

56 15.451 2096 2102 2110 rBV 1675560 2358886 70.13% 6.770%
57 15.592 2120 2126 2135 rBV 582853 874719 26.01% 2.511%
58 16.739 2316 2321 2330 rVB4 45084 74460 2.21% 0.214%
59 17.010 2362 2367 2372 rBV2 30438 44422 1.32% 0.127%
60 17.210 2395 2401 2408 rVB 1326379 1841681 54.75% 5.286%

61 17.310 2411 2418 2425 rBV 1834592 2587564 76.93% 7.427%

62 18.157 2560 2562 2570 rBV2 28440 41361 1.23% 0.119%
63 18.857 2676 2681 2688 rBV 249334 331106 9.84% 0.950%
64 19.239 2743 2746 2749 rVB4 30901 35860 1.07% 0.103%
65 19.492 2786 2789 2793 rBV6 25566 39986 1.19% 0.115%

66 19.604 2803 2808 2813 rBV 2436197 3363549 100.00% 9.654%
67 19.645 2813 2815 2821 rVB 146659 211832 6.30% 0.608%
68 20.515 2961 2963 2967 rBvV4 54532 60734 1.81% 0.174%
69 21.392 3108 3112 3117 rBV 1986216 2429852 72.24% 6.974%
70 23.556 3475 3480 3489 rVB2 1605229 3009427 89.47% 8.637%

71 23.703 3500 3505 3515 rVB 1124072 2155013 64.07% 6.185%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

Sum of corrected areas: 34841505
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

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

Abundance TIC: BM009870.D
2500000

2000000

1500000

1000000

500000

0! o A N - o . p I\ S S A
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM009870.D

2500000 19,60

2000000 17.31

15.45

1500000 177

=

13.864.15

1000000 14.46

15.59

500000
18.86 10.64 20.5!

11949231 1227208040335 1470 182 1@743@“ 18.16 19,229,

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009870.D
2500000 21139 23.56

2000000 b3.70

1500000

1000000

soooooywlw/ﬁwW,J

T

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 : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Pentanone Concentration Rank 9

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

3.18 3.15 ng/ul 123251 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 58
2 3-Pentanone 86 C5H100 000096-22-0 53
3 Butane, l1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 12
4 3-Pentanone 86 C5H100 000096-22-0 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9

Abundance Scan 16 (3.181 min): BM009870.D (-10) (-) m/z 57.10 100.00%
q7
5000 A]\\M
42 73 8|6 105 128 155 193 221 | 3 ZIOI 3 3I0' 3 4IOI 3 SIOI 3 %‘0' i
o e e e e e e m/z 85.95 15.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1711: 3-Pentanone
29 57
5000 HUA NS AR AR U AR
3.20 3.30 3.40 3.50 3.60
86 m/z 42.00 5.38%
8 | 43 71
m/z--> ﬁo Jo 65 86 160 150 140 160 180 260 250
Abundance
57
3.20 3.30 3.40 3.50 3.60
5000 m/z 56.00 3.68%
29 86
15 42
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5036: Butane, 1-chloro-2-methyl-
57 3.20 3.30 3.40 3.50 3.60
m/z 58.10 3.28%
5000 M
29
T
m/z--> ﬁo Jo 65 86 160 150 140 160 180 260 250 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 2-Pentanone, 3-methyl- Concentration Rank 11

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

3.78 2.54 ng/ul 99275 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 74
2 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 72
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 50
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 50
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 50

Abundance Scan 118 (3.781 min): BM009870.D (-113) (-) m/z 43.00 100.00%
43
5000
57 7
50 84 100 3.40 3.60 3.80 4.00 4.20
..,....,....,..?7.',!:~..;..I!=,.‘?“?.,I...,.:~..,....i....,.. m/z 41.05  32.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3865: 2-Pentanone, 3-methyl-
43
5000 SRS NS SRR R
57 3.40 3.60 3.80 4.00 4.20
29 2 m/z 57.10 28.28%
\ 37“ 51 “ 65 ‘ 79 85 g1 100
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
3.40 3.60 3.80 4.00 4.20
5000 m/z 72.10 22 .39%
29 57
72
37 51 63 85 100
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3859: 2-Pentanone, 3-methyl-
43 3.40 3.60 3.80 4.00 4.20
m/z 56.00 11.34%
5000 57
29
72
100
"I'%E'I"*'h""hl"'?%“l'l""l""I'ﬁé'l""l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 3-Hexanone Concentration Rank 4

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

4._.15 3.95 ng/ul 154523 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone 100 C6H120 000589-38-8 86
2 3-Hexanone 100 C6H120 000589-38-8 86
3 3-Hexanone 100 C6H120 000589-38-8 72
4 3-Hexanone 100 C6H120 000589-38-8 59
5 3-Hexanone 100 C6H120 000589-38-8 43

Abundance Scan 181 (4.152 min): BM009870.D (-176) (-) m/z 43.05 100.00%
43 57
5000 1
100
51 3.80 4.00 4.20 4.40
0 ..,....,....,..??|,.':..,~-..'.:,.‘?“?.,.'...,..8.6.,....,...., m/z 57.10 83.92%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3777 3-Hexanone
43 57
29 71
5000
100 3.80 4.00 4.20 4.40
m/z 71.05 50.00%
15 ‘ 37““ 51 | ‘ 85
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
3.80 4.00 4.20 4.40
5000 29 1 m/z 41.00 34.07%
100
23 37 50 63 7785
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #3776: 3-Hexanone B B A E
43 57 3.80 4.00 4.20 4.40
m/z 100.10 22.68%
29 71
5000
100
1
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 ' 3.80 4.00 4.20 4.40

SOM-EPA-BM042517 .M Thu May 04 17:15:00 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 2-Hexanone Concentration Rank 1

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

4.20 6.93 ng/ul 271036 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone 100 C6H120 000591-78-6 91
2 2-Hexanone 100 C6H120 000591-78-6 90
3 2-Hexanone 100 C6H120 000591-78-6 86
4 2-Hexanone 100 C6H120 000591-78-6 86
5 2-Hexanone, 4-hydroxy-5-methyl-3... 172 C10H2002 061141-74-0 72

Abundance Scan 189 (4.199 min): BM009870.D (-186) (-) m/z 43.10 100.00%
43
5000 58
|| | 71 85 100 207 3.80 4.00 4.20 4.40 4.60
S A R m/z 58.00 44 .68%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3780: 2-Hexanone
43
58
5000 AU N R IR
3.80 4.00 4.20 4.40 4.60
29 100 m/z 41.10 17.07%
J e
I I |
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
43
58 380 4.00 420 440 4.60
5000 m/z 57.05 12.76%
s 2 +1 85 100
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3778: 2-Hexanone
43 3.80 4.00 4.20 4.40 4.60
m/z 39.00 12.27%
5000 58
29
| | 7 s w0
miz-> 20 40 60 80 100 120 140 160 180 200 | | 3.80 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Propanedioic acid, propyl- Concentration Rank 6

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

5.32 3.74 ng/ul 146153 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 64
2 Pentanoic acid 102 C5H1002 000109-52-4 59
3 Hexanoic acid, 6-bromo- 194 C6H11Br0O2 004224-70-8 50
4 Formic acid hydrazide 60 CH4N20 000624-84-0 43
5 Hexanoic acid 116 C6H1202 000142-62-1 42

Abundance Scan 380 (5.322 min): BM009870.D (-371) (-) m/z 60.10 100.00%

60
5000 73

A
LA L L L B L L LB

51 81 95 5.00 5.20 5.40 5.60
.w.”.,”.w..”d”L.PJL O R | m/Zz 73.10  43.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #21817: Propanedioic acid, propyl-
44 60
5000 73

5.00 5.20 5.40 5.60
m/z 41.05 29.87%

M %

H 53“\\ | 87
,,,, L N E RAREEEEEEs s EE e
m/z--> 10 50 60 70 80 90 100 110 120
Abundance
60
R BRREER RS SR
5.00 5.20 5.40 5.60
5000 m/z 56.10 19.85%
73
27 41
15 47 53 87 101
B N L o o o o o o R EEE RS S LR RS a
m/z--> 100 20 30 40 50 60 70 80 90 100 110 120
Abundance #56591: Hexanoic acid, 6-bromo-
60 5.00 5.20 5.40 5.60
m/z 42.10 16.15%
5000
41
27 73
97
15 iy ‘ | |48 5% . 67 81 87 | 107 115
,,,,, R R ANEEEEEEEEE RS —
m/z--> 10 20 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 3-Heptanone Concentration Rank 2

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

5.59 5.52 ng/ul 215895 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 72
2 3-Heptanone 114 C7H140 000106-35-4 56
3 3-Heptanone 114 C7H140 000106-35-4 56
4 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 53
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 53

Abundance Scan 426 (5.593 min): BM009870.D (-420) (-) m/z 57.05 100.00%
57
5000
41 79 85
114 5.20 540 560 5.80 6.00
....,....',I'...u-,..I.,....9,9...-.,....,....,....,....,?0.7.. m/z 41.05 24.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7428: 3-Heptanone
57
29
5000 AR RN RN LR L
85 5.20 5.40 560 5.80 6.00
72 m/z 85.10  24.06%
114
”'I"”I"'W""P"?%"'I”"I'”'I"”I"”I"”
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57
29
5.20 540 560 5.80 6.00
5000 m/z 72.10 19.11%
41 85
2 114
101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7435: 3-Heptanone
57 5.20 540 5.60 5.80 6.00
29 m/z 43.05 11.23%
5000
7p 85
""I""I""I""I"'??"{lﬁl""l"' T{rTrrrTrorrprT AR AR RN LR L
m/z--> 60 80 100 120 140 160 180 200 5.20 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Hexanoic acid Concentration Rank 7

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

6.85 3.61 ng/ul 141070 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 86
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Butanoic acid, 4-chloro- 122 C4H7CIl02 000627-00-9 50

Abundance Scan 640 (6.851 min): BM009870.D (-633) (-) m/z 60.00 100.00%
60
5000 41 73
87 6.60 6.80 7.00 7.20
53
..,....,....,....,|.|.|‘.‘7,..|.|.'..‘?7,.!.??...'.,........,....,.. m/z 73.05 45.30%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8070. Hexanoic acid
60
5000 73
27 a1 6.60 6.80 7.00 7.20
g7 m/z 41.00 42 .21%
35 “‘47 53M\ | 67 | 80 | 93 99
miz-> 10 20 3'0 40 50 60 70 8 90 100 110 120
Abundance
60
660 6.80 7.00 7.0
5000 73 m/z 41.95 26.32%
27 4
87
47 53 67 80 101 115
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8071: Hexanoic acid
60 6.60 6.80 7.00 7.20
m/z 43.10 22.89Y%
5000 73
41
27 ‘ 87
15 1 (U753 | e | 80 | o
m/z--> 1'0 2'0 3'0 ' I0 60 7'0 8|0 9'0 1(')0 ﬁo 150 6.|60 6.|8O 7.60 7.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Heptanoic acid Concentration Rank 3

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

8.41 4.64 ng/ul 181611 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 64
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 Heptanoic acid 130 C7H1402 000111-14-8 59
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 905 (8.410 min): BM009870.D (-900) (-) m/z 60.00 100.00%
ep
5000 41 73
87 109 8.00 820 840 860 8.80
198 207 m/z 73.05 43.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13414: Heptanoic acid
60
5000 73
8.00 820 8.40 8.60 8.80
“ 87 m/z 41.05 43.51%
101
..1?,.‘.‘..‘,.‘... ..‘H.‘.,w‘...,w..l.lf?,.l.3.°. e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
60
8.00 8.20 840 8.60 880
5000 73 m/z 55.10 39.25%
18 101413 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13415: Heptanoic acid A o o
60 8.00 820 8.40 8.60 8.80
m/z 43.05 36.42%
5000 73
o7 41
87
H Ll | 101113 130
m/z--> 20 ' 60 8|0 1(')0 120 140 160 180 200 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

9.10 2.37 ng/ul 92621 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
2 5-(Methylamino)-1,2,3,4-thiatria... 116 C2H4N4S 052098-72-3 43
3 Lyxopyranoside, methyl 2,3,4-tri... 206 C9H1805 002876-84-8 33
4 Propanedioic acid, diethyl ester 160 C7H1204 000105-53-3 33
5 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 32

Abundance Scan 1022 (9.098 min): BM009870.D (-1017) (-) m/z 73.05 100.00%
78
88
5000 41
55
| | 115 261 8.80 9.00 9.20 9.40
L b L e | M/Z 88.05  63.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000
41 57 8.80 9.00 9.20 9.40
) ‘ 116 m/z 41.00 44 .79%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
88
880 9.00 920 9.40
5000 46 73 m/z 55.05 32.39%
29 116
Wmﬁﬁmﬁﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66514: Lyxopyranoside, methyl 2,3,4-tri-O-methyl-, .beta.-D- e LR mm e
88 8.80 9.00 9.20 9.40
m/z 45.00 26.85%
5000 45
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Octanoic acid Concentration Rank 5

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

9.94 3.82 ng/ul 239258 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 64
2 Octanoic acid, silver(l+) salt 250 C8H15Ag02 024927-67-1 64
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Hexanoic acid 116 C6H1202 000142-62-1 59
5 Hexanoic acid 116 C6H1202 000142-62-1 53

Abundance Scan 1165 (9.939 min): BM009870.D (-1153) (-) m/z 60.10 100.00%
60
5000 41
85
115 007 9.60 9.80 10.00 10.20
—— T o I e e m/z 73.00 65.49Y%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60
5000 AR S AR U
4 9.60 9.80 10.00 10.20
( 101 m/z 41.05 49 .98%
15 |l ,‘%Fw’,\}%gl e
m/z--> 50 100 150 200 250 300 350
Abundance
60
127 9.60 9.80 10.00 10.20
5000 m/z 55.10 46 .87%
41
85
109 216 249 273 359
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #20839: Octanoic acid e B e !
60 9.60 9.80 10.00 10.20
m/z 43.05 39.70%
5000 41
I
— {M‘M ""'h'lll'l"5 '%4? UERELL UL SR WU AR SR U
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Nonanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.40 2.96 ng/ul 185141 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 59
2 1,5-Anhydro-I-rhamnitol 148 C6H1204 1000129-02-4 53
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Octanoic acid, silver(l+) salt 250 C8H15Ag02 024927-67-1 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 1413 (11.398 min): BM009870.D (-1408) (-) m/z 72.95 100.00%
60 7B
41
5000
87 115 bt/ \n) WV vl
98 12911 207 11.00 11.20 11.40 11.60 11.80
m/z 60.00 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid
60 73
41
5000
29 11.00 11.20 11.40 11.60 11.80
H 87 o8 115 159 m/z 41.05 80.32%
..1.5|.‘l‘. .‘i‘l‘. .Hl“.‘l“‘.‘.l‘l‘. ; l“‘i‘...‘.luu‘.w...l.5|8. L i ma e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
11,00 11.20 1140 11.60 11.80
5000 45 m/z 57.10 66 .86%
86
117
100 130 148
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13414: Heptanoic acid T
60 11.00 11.20 11.40 11.60 11.80
m/z 43.05 52.14%
5000 73
41
27 H i
101
LB N e - B S S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Oxybenzone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.86 3.60 ng/ul 331106 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxybenzone 228 C14H1203 000131-57-7 81
2 Oxybenzone 228 C14H1203 000131-57-7 68
3 Oxybenzone 228 C14H1203 000131-57-7 53
4 Oxybenzone 228 C14H1203 000131-57-7 52
5 Benzaldehyde, 3-methoxy-, oxime 151 C8HONO2 038489-80-4 27
Abundance Scan 2682 (18.862 min): BM009870.D (-2676) (-) m/z 227.00 100.00%
151 227
5000
77
51 e ——
5 | 1?5 128 e84 211 o2 18.60 18.80 19.00 19.20
ety DLl g 188 A 2 Th/z 151.00  84.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84313: Oxybenzone
151 227
5000 LN SN SN SULRULN I
18.60 18.80 19.00 19.20
51 17 m/z 228.00 50.49%
105
el 1 aeg1ss om
m/z--> 20 40 eb 85 160 120 140 160 180 200 220 240 260 280
Abundance
151 227
18.60 18.80 19.00 19,20
5000 m/z 77.10 35.69%
51 ™ 405
15 29 91 128 168 184 211
wwwwwwwmwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84309: Oxybenzone
151 227 18.60 18.80 19.00 19.20
m/z 51.10 23.47%
5000
77
51 105
1529 | ohon ]l ) 168184 2u
m/z--> 20 4b 60 80 160 150 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050317\
Data File : BM009870.D

Acq On : 03 May 2017 12:31

Operator : SJ/MA

Sample - 12884-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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-Pentanone 3.18 3.1 ng/ul 123251 1 7.80 782531 20.0
2-Pentanone, 3-me... 3.78 2.5 ng/ul 99275 1 7.80 782531 20.0
3-Hexanone 4.15 4.0 ng/ul 154523 1 7.80 782531 20.0
2-Hexanone 4.20 6.9 ng/ul 271036 1 7.80 782531 20.0
Propanedioic acid... 5.32 3.7 ng/ul 146153 1 7.80 782531 20.0
3-Heptanone 5.59 5.5 ng/ul 215895 1 7.80 782531 20.0
Hexanoic acid 6.85 3.6 ng/ul 141070 1 7.80 782531 20.0
Heptanoic acid 8.41 4.6 ng/ul 181611 1 7.80 782531 20.0
Hexanoic acid, 2-... 9.10 2.4 ng/ul 92621 1 7.80 782531 20.0
Octanoic acid 9.94 3.8 ng/ul 239258 2 10.60 1252450 20.0
Nonanoic acid 11.40 3.0 ng/ul 185141 2 10.60 1252450 20.0
Oxybenzone 18.86 3.6 ng/ul 331106 4 17.21 1841680 20.0
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