LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\

Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 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-BM102417 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY height area % max.
1 3.287 27 34 40 rVB 19733550 27987699 6.13%
2 3.416 51 56 58 rBV 12567483 14318942 3.14%
3 3.446 58 61 68 rvv 25780785 27873559 6.10%
4 3.740 106 111 126 rVB 9478328 12986696 2.84%
5 3.916 134 141 146 rBV3 4395976 8134017 1.78%
6 3.987 146 153 162 rBV 8268848 17752768 3.89%
7 4.110 168 174 193 rVB3 55035193 104356798 22.85%
8 4.446 225 231 243 rBV 26385531 52931180 11.59%
9 4.693 254 273 287 rBV5 80446752 456675829 100.00%
10 5.016 324 328 332 rBVY 7063992 11260104 2.47%
11 6.110 509 514 531 rVvB 1881150 4656843 1.02%
12 7.475 682 746 758 rBVvV2 18707819 152137224 33.31%
13 7.728 776 789 808 rBv4 82381058 364508765 79.82%
14 9.639 1103 1114 1117 rBV 13631279 26597195 5.82%
15 10.104 1180 1193 1197 rBV 4262486 8352364 1.83%
16 10.186 1197 1207 1230 rVV5 2881755 21223753 4_65%
17 10.722 1239 1298 1299 rBV 29322018 286271522 62.69%
18 11.651 1450 1456 1469 rVB3 3378012 6780199 1.48%
19 12.663 1610 1628 1636 rBY 5621666 14323748 3.14%
20 13.198 1712 1719 1729 rVB 5479559 9515088 2.08%
21 13.957 1842 1848 1855 rVB 3931392 6200252 1.36%
22 14.239 1889 1896 1906 rVB 4245291 7881484 1.73%
23 14.539 1939 1947 1953 rBV2 3298815 5708651 1.25%
24 15.515 2107 2113 2119 rBV 5952025 8702348 1.91%
25 17.251 2403 2408 2412 rBV2 4645966 6305652 1.38%
26 17.351 2419 2425 2434 rVB2 6124768 9087000 1.99%
27 19.633 2805 2813 2825 rBV 7081803 10198569 2.23%
28 21.415 3111 3116 3120 rBV 4695469 6030310 1.32%
29 23.568 3476 3482 3489 rBV2 3834719 7180443 1.57%
30 23.715 3501 3507 3515 rVB 2736340 5111155 1.12%
Sum of corrected areas: 1701050157

SOM-EPA-BM102417 .M Tue

Nov 07 05:01:04 2017

1.639%
0.763%
0.478%

1.044%
6.135%
3.112%

26.847%

0.662%

0.274%
8.944%

21.428%
1.564%

0.491%

1.248%
16.829%
0.399%
0.842%
0.559%

0.364%
0.463%
0.336%
0.512%
0.371%

0.534%
0.600%
0.355%
0.422%
0.300%



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acqg On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
= SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012435.D
7173

8e+07

6e+07

4e+07

2e+07

04
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012435.D

8e+07
6e+07
4e+07

2e+07

12.66 13.20 13.984.2414 54 15.52 1723535 19.63

G A A A
LI B s e B e B B B B e A B e e B B B B B B

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: BM012435.D

8e+07

6e+07

4e+07

2e+07

| )
I

R R e e e e e RS e e BB

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\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 Isobutyl acetate Concentration Rank 5

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

4.11 5.73 ng/ul 104357000 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 78
2 Isobutyl acetate 116 C6H1202 000110-19-0 64
3 Isobutyl acetate 116 C6H1202 000110-19-0 64
4 Isobutyl acetate 116 C6H1202 000110-19-0 59
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 46

Abundance Scan 174 (4.110 min): BM012435.D (-168) (-) m/z 56.10 100.00%
g6 73
5000
3 /\ }
91 3.80 4.00 4.20 4.40
ob— .L‘, Lh 0 (15 130154178190207224241 266283 343 | n/z 43.10 93.31%
m/z--> 50 100 150 200 250 300
Abundance #8076: Isobutyl acetate
43
5000
73 3.80 4.00 4.20 4.40
m/z 73.00 89.06%
15
.‘.M.‘.“,“.‘.“.‘.l?l....,.... e
m/z--> 50 100 150 200 250 300
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 41.10 54 .74%
73
15 101
m/z--> 50 100 150 200 250 300 '
Abundance #8079: Isobutyl acetate
43 3.80 4.00 4.20 4.40
m/z 39.05 32.52%
5000
73
26 | w | 101
m/z--> 50 100 150 200 250 300 ' 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 Butanoic acid, ethyl ester Concentration Rank 6

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

4.45 2.90 ng/ul 52931200 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 87
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 83
3 4-Butoxy-2-butanone 144 C8H1602 030536-44-8 50
4 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 49
5 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 43

Abundance Scan 232 (4.452 min): BM012435.D (-225) (-) m/z 71.10 100.00%
43
5000
420 4.40 4.60 4.80
116
0 ...,....]il..'.|'.. 102116 134148163178 203 232 266281 /7 43.10 74 27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8145: Butanoic acid, ethyl ester
09 43 71
5000 AR AR AR LR AR
88 420 440 4.60 4.80
m/z 88.00 53.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
29 43 71
420 4.40 4.60 4.80
5000 88 m/z 41.10 30.69%
102116
memmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20846: 4-Butoxy-2-butanone L B
43 420 4.40 4.60 4.80
m/z 73.00 23.08%
5000
71
15101115129143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 unknown-01 Concentration Rank 3

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

4.69 25.06 ng/ul 456676000 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 43
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 38
3 Propane, 1,2-bis(difluoroamino)-... 160 C4H8F4N2 016063-24-4 38
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 25
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 25

Abundance Scan 273 (4.693 min): BM012435.D (-254) (-) m/z 56.05 100.00%
5000 }__l\_
87 440 460 480 500
3 117 : : : :
oAl L 1 117185 159170200218 245266283 325343 m/z 43.10 93.12%
m/z--> 50 100 150 200 250 300 350
Abundance #8119: Acetic acid, butyl ester
43
5000 AR SRR SR
4.40 4.60 4.80 5.00
1 m/z 73.05 89.99%
1\5 h‘ \‘ ‘\ ‘ 87 117
m/z--> 50 100 150 200 250 300 350
Abundance
43
440 460 480 500
5000 m/z 61.05 89.49%
73
5 101
m/z--> 50 100 150 200 250 300 350
Abundance #30993: Propane, 1,2-bis(difluoroamino)-2-methy!- R EEEEE E s e
4 4.40 4.60 4.80 5.00
m/z 41.10 88 .44%
15 1
5000 —ﬁk_’/[ftwpﬂiﬂvfblf’
m/z--> 50 100 150 200 250 300 350 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 4 Acetic acid, hexyl ester Concentration Rank 4

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

7.73 20.00 ng/ul 364509000 1,4-Dichlorobenzene-d4 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 86
2 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 72
3 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 53
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
5 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 38

Abundance Scan 789 (7.728 min): BM012435.D (-776) (-) m/z 56.10 100.00%
84
5000
N R R
7.40 7.60 7.80 8.00
11
ol —2 i 145 175 207228252 280 327 355 AOL | 7, 4305 92 .84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20874: Acetic acid, hexyl ester
43
5000
84 7.40 7.60 7.80 8.00
m/z 55.05 88.99%
15 \‘ \‘H ‘ “\ 111
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v-r
7.40 7.60 7.80 8.00
5000 m/z 69.10 84._.02%
69
15 101 145
m/z--> 50 100 150 200 250 300 350 400
Abundance #20873: Acetic acid, hexyl ester e BEEE T
43 7.40 7.60 7.80 8.00
m/z 61.05 83.23%
5000
84
A
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 Hydrocinnamic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.66 50.18 ng/ul 14323700 Acenaphthene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 96
2 Hydrocinnamic acid 150 C9H1002 000501-52-0 90
3 4-Nitrosophenyl-_beta.-phenylpro... 255 C15H13N03 1000129-40-0 90
4 Hydrocinnamic acid 150 C9H1002 000501-52-0 87
5 Hydrocinnamic acid 150 C9H1002 000501-52-0 74
Abundance Scan 1628 (12.663 min): BM012435.D (-1610) (-) m/z 91.10 100.00%

91
5000
150

12. 40 12 60 12. 80 13. 00
0 - h.l? tiB9 207 241 284 327 385 401 sz 104.05  54.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #24397: Hydrocinnamic acid
91

5000 L o N B e
150 12. 40 12 60 12. 80 13. 00

m/z 150.05 32.16%

51
L R
m/z--> 50 100 150 200 250 300 350 400
Abundance
91

12.40 12 60 12. 80 13.00

5000 150 m/z 77.00 20.60%
39 65 115
e L B e o a2
m/z--> 50 100 150 200 250 300 350 400
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate
91 12.40 12.60 12.80 13.00

m/z 78.00 17.74%

5000
51 150
L J\ I \ 124 ‘ 255

m/z--> 50 100 150 200 250 300 350 400 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 Hexanoic acid, hexyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.20 33.34 ng/ul 9515090 Acenaphthene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, hexyl ester 200 C12H2402 006378-65-0 90
2 Hexanoic acid, hexyl ester 200 C12H2402 006378-65-0 53
3 Hexanoic acid, pentyl ester 186 C11H2202 000540-07-8 47
4 2-Ethylbutyric acid, hexyl ester 200 C12H2402 1000369-45-5 43
5 Hexanoic acid, hexyl ester 200 C12H2402 006378-65-0 43
Abundance Scan 1719 (13.198 min): BM012435.D (-1712) (-) m/z 43.05 100.00%
a3
99 117
56
5000 71 84

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r

12.80 13.00 13.20 13.40 13.60

o |----||' ,‘lll I 130143157 173 195208221 9010 76 80%

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

Abundance #61138: Hexanoic acid, hexyl ester
43
5000 56 84 99 117 L o e N
12. 80 13.00 13.20 13.40 13.60
29 m/z 117.05 75.07%
\‘ J‘ ‘M I | 130144157171 200
T T P T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
117 IIIIIIIIIIIIIIIIIIIIII
56 84 99 12.80 13.00 13.20 13.40 13.60
5000 m/z 56.05 59.90%
29 71

144157

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

Abundance #50093: Hexanoic acid, pentyl ester e R A
43 70 12.80 13.00 13.20 13.40 13.60
99 117 m/z 41.05 54 _.18%
5000
29

H EH | 83 | | 130143
P.”,”.W.H.P.”,”.q.”.“.“,”...”...” R ER R RARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13 00 13. 20 13. 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102417\
Data File : BM012435.D

Acq On : 25 Oct 2017 02:03

Operator : SJ/JU

Sample - 15978-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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]
Isobutyl acetate 4.11 5.7 ng/ul 104357000 1 7.90 364509000 20.0
Butanoic acid, et... 4.45 2.9 ng/ul 52931200 1 7.90 364509000 20.0
unknown-01 4.69 25.1 ng/ul 456676000 1 7.90 364509000 20.0
Acetic acid, hexy... 7.73 20.0 ng/ul 364509000 1 7.90 364509000 20.0

Hydrocinnamic acid 12.66 50.2 ng/ul 14323700 3 14.54 5708650 20.0

Hexanoic acid, he... 13.20 33.3 ng/ul 9515090 3 14.54 5708650 20.0
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