LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On - 28 Oct 2017 23:05 Instrument :
Operator : SJ/JU BNA_F

Sample : 15718-02 10X ClientSampleld :
Misc i EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.534 744 756 761 rBV2 306176 404091 2.27% 0.717%
2 6.787 795 799 804 rBV 534118 456092 2.56% 0.810%
3 6.881 804 815 817 rBVY 3802852 8448718 47.46% 14.997%
4 6.945 822 826 840 rVB 209064 225359 1.27% 0.400%
5 7.622 909 941 943 rBV 827507 4077862 22.90% 7.239%
6 7.975 976 1001 1004 rBVY 1016526 4402471 24.73% 7.815%
7 8.069 1013 1017 1031 rVB 729693 618194 3.47% 1.097%
8 9.069 1170 1187 1190 rBV 1186463 3571757 20.06% 6.340%
9 9.139 1196 1199 1202 rBV 422534 317497 1.78% 0.564%
10 9.822 1311 1315 1320 rVB 707971 575905 3.23% 1.022%

11 10.175 1347 1375 1377 rBV 3361777 17803631 100.00% 31.603%
12 10.504 1427 1431 1434 rVB 418374 309126 1.74% 0.549%
13 11.016 1509 1518 1528 rBV 1845057 3216739 18.07% 5.710%
14 11.316 1565 1569 1573 rBV 533046 437186 2.46% 0.776%
15 11.845 1654 1659 1677 rBV 973850 1159771 6.51% 2.059%

16 12.551 1767 1779 1789 rBV2 1244009 2039028 11.45% 3.619%
17 12.622 1789 1791 1806 rVB 193979 259155 1.46% 0.460%
18 12.892 1834 1837 1840 rBV 245652 194319 1.09% 0.345%
19 13.439 1923 1930 1938 rVB2 245543 536334 3.01% 0.952%
20 13.963 2015 2019 2023 rVB 467166 418748 2.35% 0.743%

21 14.251 2063 2068 2070 rBV 398593 527795 2.96% 0.937%
22 14.274 2070 2072 2077 rVV 473991 516275 2.90% 0.916%
23 14.404 2091 2094 2098 rVB 433206 357113 2.01% 0.634%
24 15.057 2198 2205 2209 rVV2 1306136 2021395 11.35% 3.588%
25 15.098 2209 2212 2222 rVB 535616 661777 3.72% 1.175%

26 15.427 2264 2268 2276 rVB 327146 414050 2.33% 0.735%
27 16.098 2374 2382 2386 rBV 327432 834448 4.69% 1.481%
28 16.204 2394 2400 2409 rVB 303384 542175 3.05% 0.962%
29 17.662 2638 2648 2656 rBV 173832 690373 3.88% 1.225%
30 17.857 2674 2681 2698 rVB 99385 297888 1.67% 0.529%

Sum of corrected areas: 56335272
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA F\DATA\BF102817\
BF099934.D

28 Oct 2017 23:05

SJ/Ju

15718-02 10X

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

EFF-WASTE-WATER
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Propanone, 1-(acetyloxy)- Concentration Rank 17

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

6.53 17.72 ng 404091 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. 1-(acetvloxv)- 116 C5H803 000592-20-1 52
2 1.2-Ethanediol. diacetate 146 C6H1004 000111-55-7 50
3 Propanoic acid. 2-oxo-. ethvl ester 116 C5H803 000617-35-6 23
4 Ethanone. l-oxiranvl- 86 C4H602 004401-11-0 9
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

Abundance Scan 755 (6.528 min): BF099934.D (-744) (-) m/z 43.00 100.00%
43.0
5000
600 730 86|-° 1030 1160 6.20 6.40 6.60 6.80
Ol e st b e b | mM/Z 86.00  12.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8038: 2-Propanone, 1-(acetyloxy)-
43.0
5000 S SSERUSRERE SR SRR
6.20 6.40 6.60 6.80
m/z 60.00 12.51%
0 290 | 590 730 86"0 101.0 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
620 640 6.60 680
5000 m/z 73.00 11.36%
86.0
. 150 590 610 730 1030 116.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8046: Propanoic acid, 2-oxo-, ethyl ester  EmamEs e ARANARTE
43.0 6.20 6.40 6.60 6.80
m/z 116.00 5.43%
5000
29.0
0 =0 L, 610 730 87,0 116.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 620 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

6.88 370.48 ng 8448720 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43

Abundance Scan 815 (6.881 min): BF099934.D (-804) (-) m/z 57.10 100.00%
57.1
5000
41.1
70.1 83.1 — e
‘ | 98.1 115, 6.60 6.80 7.00 7.20
okl e m/z 41.10  33.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 U UL AL R R
43.0 6.60 6.80 7.00 7.20
29.0 ‘ 70.0 g3.0 m/z 43.05 29.18%
98.0
OIJ:S;OII‘I‘\II\I\ .H‘l..“..|....‘|.1.1.2.0|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.10 26.28%
70.0
0 ga0 970 117.0 171.0
miz--> 20 40 60 80 100 120 140 160
Abundance #13668: 2-Propyl-1-pentanol TP
57.0 6.60 6.80 7.00 7.20
m/z 70.10 22.19%
5000 41.0
70.0
27.0
m/z--> 20 40 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 3 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

7.62 131.93 ng 4077860 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 1.4-Dioxane 88 C4H802 000123-91-1 43
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 42

Abundance Scan 941 (7.622 min): BF099934.D (-909) (-) m/z 73.00 100.00%
73.0
5000
41.0
101.0
\hl” | 129.1 7.20 7.40 7.60 7.80 8.00
Olb—— p«‘ e LA A B e e e e e e e e N A m/z 88.00 82.95%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
%0001 410 720 7.40 7.60 7.80 8.00
101.0 m/z 57.05 32.56%
0
m/z--> 100 150 200 250 300 350
Abundance
88.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.05 29.89%
41.0
0 158.0
m/z--> 5|0 100 150 200 ZéO 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester —rrrre T
43.0 88.0 7.20 7.40 7.60 7.80 8.00
m/z 87.00 23.37%
5000
0 n \J\ i{ \‘115 0142.0 173.0  214.0242.0272.0 313.0 355.0
m/z--> 5|0 100 150 2(I)O 250 3CI)O 35|O 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octanoic acid Concentration Rank 4

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

7.97 142.43 ng 4402470 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Hexanoic acid 116 C6H1202 000142-62-1 49
3 Pentanoic acid 102 C5H1002 000109-52-4 47
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 37

Abundance Scan 1000 (7.969 min): BF099934.D (-976) (-) m/z 60.00 100.00%
6d.0
73.0
5000 43.1
‘ 85.1 101.1 e e IR e
115.1 7.60 7.80 8.00 8.20 8.40
o..,....,....,....|i.|.|..,.'..".-|...'.|,.!..,.-'!|.|.,...'.,....,....,..1.2]9,'.1...1,‘.‘?;9,.. m/z 73.00 71.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
60.0
73.0
5000
43.0 7.60 7.80 8.00 8.20 8.40
2.0 gs.0 1010 o m/z 43.10 40.58%
0250 el bbb et ey 1230, 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
7.60 7.80 8.00 8.20 840
5000 73.0 m/z 41.05 36.23%
270 0 87.0
ol 150 99.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4247: Pentanoic acid e ABABEE RS L o
60.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 31.80%
5000 73.0
29.0 41.0
0 "|'“'|"‘M|"'JJHJ"V'h“ u,,,,,”,|,§7g?,,}93-9, SRS BN LRSS B BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 n-Decanoic acid Concentration Rank 6

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

9.07 124.04 ng 3571760 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 50
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 _alpha.-L-Galactopyranoside, met... 178 C7H1405 014687-15-1 38

Abundance Scan 1187 (9.069 min): BF099934.D (-1170) (-) m/z 60.00 100.00%
6d.0
5000 129.1
IREBE AR SR RN
71 8.80 9.00 9.20 9.40
ol :lfh,l."...',??z'.l.,.... | mM/Z  72.95 97.82%
m/z--> 50 100 150 200 250 300 350
Abundance #39470: n-Decanoic acid
60.0
5000 RS AR R R R
29.0 129.0 8.80 9.00 9.20 9.40
1720 m/z 41.10 47.34%
oL ,‘\; L “h\,h%ow, T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
IREBE AR SR RSN
8.80 9.00 9.20 9.40
43.0
5000 155.0 m/z 129.10 45.12%
115.0
ol Ayl |1 217.0 2790 3300 _ 387.0
m/z--> 50 100 150 200 250 300 350
Abundance #8068: Hexanoic acid e
60.0 8.80 9.00 9.20 9.40
m/z 57.10 44 _85%
5000
27.0
0 ﬂt%” "P%q"'l AN UL UL UL UL N LR RN AR AR
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.17 618.28 ng 17803600 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Nonanoic acid 158 C9H1802 000112-05-0 58
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
Abundance Scan 1374 (10.169 min): BF099934.D (-1347) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
157.1
1 |\| e \ | a0z | SH0 0o w0
o Ll .':'.' Al bl 1AL L L L | 1882700 m/z 60.00 86.95%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61120. Dodecanoic acid
60.0
43.0
5000 S SRS UABAUMGRRBRERR
g5.0 1290 9.80 10.00 10.20 10.40
' m/z 43.05 54 _47%
210 “ ‘ 101.0 ‘ 200.0
Oy .‘. i .‘i‘k‘. .“H.‘l‘ IM . .h‘l..‘k. e .‘i‘....l..‘. .1?:.39. i l”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
43.0 W"”I'”'%T”'I”ﬁ'ﬁ
9.80 10.00 10.20 10.40
5000 m/z 41.05 51.29%
27.0 85.0 129.0
G L L S S W UL LI UL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid e
60.0 9.80 10.00 10.20 10.40
m/z 55.10 49 .86%
41.0
5000
115.0
H ]
o250 L ML L as0 a0 0L
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 80 10. oo 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.02 147.16 ng 3216740 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 45
Abundance Scan 1519 (11.022 min): BF099934.D (-1509) (-) m/z 73.00 100.00%
73.0
43.0 129.1
5000
10,80 11.00 11.20 11.40
0 m/z 60.00 77.29%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 1290 LINLILL  NLL  L LBLBL L LBL
185.0 10.80 11.00 11.20 11.40
97.0 28,0 m/z 129.05 60.66%
ol ??‘-b \ , Hw Al Ium Al BT L2000 |
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
60.0
410 10,80 11.00 11.20 11.40
5000 129.0 m/z 43.05 57 .05%
85.0 1570
0L15.0 111.0 1830200'0
m/z--> 25 4b eb éo 160 120 140 160 180 200 250
Abundance #72643: Tridecanoic acid
43.0 73.0 10.80 11.00 11.20 11.40
' m/z 57.05 53.64%
5000 129.0
171.0
97.0 214.0
0 ..|2.67.L)..| H‘\ .‘l‘.‘ um ‘H\”\H ....,.1.5.2.0....,..1.9.7|Q...|....
m/z--> 20 40 60 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.85 53.06 ng 1159770 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81

Abundance Scan 1660 (11.851 min): BF099934.D (-1654) (-) m/z 73.00 100.00%

11. 60 11. 80 12. OO 12 20

73.0
43.0
5000 1291

0 m/z 60.00 75.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T T T T LI L L B

83.0 11. 60 11. 80 12. OO 12 20
| m/z 43.05 67.76%

‘ 157.0 1850 213.0 256.0
0! 4 I .W. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43.0 73.0

11.60 11.80 12.00 12.20

5000 129.0 m/z 57.05 60.48%
97.0 199.0
157.0 242.0
0150 177.0 2230
A e AR RAREETE s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid T T T
73.0 11. 60 1180 1200 12 20
m/z 55.05 51.80%
43.0
5000
129.0
710 2140
ol 18‘.’\.\..,...”.”\ Mw h‘\ N l4.9.9..‘.. TN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20

8270-BF102317.M Mon Oct 30 13:30:54 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 cis-Vaccenic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.55 93.28 ng 2039030 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 98
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 97
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 92
Abundance Scan 1779 (12.551 min): BF099934.D (-1767) (-) m/z 55.10 100.00%
54.1
5000
111.1

o905 2642 12.20 12.40 12.60 12.80
: m/z 69.10 75.77%

o 137.1 4651 189.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid
55.0

-

5000
12.20 12.40 12.60 12.80

111.0 m/z 41.05 64 .20%
137.0 165.0 193.0 2220 2640

04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
AR RS ERUERR R
83.0 12.20 12.40 12.60 12.80
m/z 83.05 63.49%
5000 2640
20.0 111.0

138.0 180.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129348: 6-Octadecenoic acid, (2)-

-

12.20 12.40 12.60 12.80
m/z 43.10 54.76%

5000

222.0
s 180.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.62 11.86 ng 259155 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 1791 (12.622 min): BF099934.D (-1789) (-) m/z 73.00 100.00%
431 730
5000 129.1 HNA¢NJMAA,,JAMﬂ\nww,ﬁmd,«Vv_A
"' 1240 1260 1280 13.00
o} m/z 43.10 94 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 60.00 87.82%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
oo 1240 1260 12,80 1300
5000 m/z 57.05 80.27%
43.0
101.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid I RREa maa S S
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 75.62%
5000 129.0
185.0 228.0
NN By |
o,.L..U.mML”‘ ML.M‘ MH...wu??79n“ N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 3,6,9,12-Tetraoxatetradecan... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.27 24 .66 ng 516275 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxatetradecane-1.1... 322 C14H2608 022790-13-2 64
2 Ethanol. 2.2"-T1.2-ethanedivlbis... 234 C10H1806 000111-21-7 64
3 Tetraethvlene alvcol. diacetate 278 C12H2207 022790-12-1 64
4 1.3-Dioxolane. 2-methyl-2-(5.5.5... 258 C9H13CI1302 1000115-31-2 50
5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 39
Abundance Scan 2071 (14.269 min): BF099934.D (-2070) (-) m/z 87.00 100.00%
81.0
5000 431 M
1311 1590 203.1 mmmmmmmm
Obrrr B8 3070 et L Tm/z 43.10 46.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162420: 3,6,9,12-Tetraoxatetradecane-1,14-diol, diacetate
87.0
5000
43.0 714100 14120 1440 1460
m/z 45.00 7.62%
o180 C 131.0 175.0 205.0
m/z--> 25 45 eb éo 160 150 150 160 1éo 200 250 250
Abundance
87.0
43.0 14.00 14.20 14.40 14.60
5000 m/z 88.00 7.21%
0 15.0 117.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125390: Tetraethylene glycol, diacetate
87.0 14.00 14.20 14.40 14.60
m/z 73.00 4 _.56%
5000 43.0
okl R0 A750 2050 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl14.40 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .40 17.06 ng 357113 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 43
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 43
3 Oxalic acid. 2-ethvlhexvl pentad... 412 C25H4804 1000309-39-8 43
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 38
5 Sulfide,1- propenyl 1-propynyl 112 C6H8S 089533-93-7 38
Abundance Scan 2093 (14.398 min): BF099934.D (-2091) (-) m/z 57.10 100.00%

57.1
5000 '

267.2 mmmmmmmmmm
m/z 71.05 72.44Y%

143.0

o

y 185.1 213.0 241.2
ey e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83034: Decane, 5,6-dipropyl-
57.0

5000 et b e e e
112.0 14100 1420 14.40 14.60 14.80

‘830 m/z 70.05 65.98%
| ‘ L
|

29.0
‘1M0m%1W02M
B R o o N BN N R RS R e e R SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71.0

14.00 14.20 14.40 14.60 14.80
5000, 430 m/z 43.05 53.76%

112.0
0 188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i i

o

#216544: Oxalic acid, 2-ethylhexyl pentadecy! ester B B e e B
57.0 14.00 14.20 14.40 14.60 14.80
m/z 112.05 53.07%
5000 112.0
83.0 255.0
A A [0 200 ]
ow.”.“”..”.J.”“w”“.”,””‘””,”..”..”..”.u.”w.” e .'0 | BHSHI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl15.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.06 97.64 ng 2021400 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone. O-methvloxime 311 C20H41NO 036379-39-2 43
2 trans-1-Nitro-1-propene 87 C3H5NO02 017082-05-2 43
3 1.2-Cvyclohexanediol. 1-methvl-4-... 216 C11H2004 056859-97-3 38
4 3.6.9.12-Tetraoxatetradecane-1.1... 322 C14H2608 022790-13-2 38
5 Ethanol, 2,2"-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 38
Abundance Scan 2206 (15.063 min): BF099934.D (-2198) (-) m/z 87.00 100.00%
81.0
5000 m
57.1 197.2
112.1 LN B B BUME U
143.1 Mmmmmmmm
0 ....,....,...!,.Jl.‘. bkl i3 li680) | 2232 2653 8213 | tURl G 34 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153834: 2-Nonadecanone, O-methyloxime
87.0
5000 L B B SULR BEULE
Mmmmmmmm
43.0 m/z 197.20 34.02%
0 ‘H\Md‘mwmmmmmmzmozmo 311.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 140 1('30 1&'30 200 220 240 260 280 3(')0 32'0 '
Abundance
87.0
39.0 L B B SUL BAUS
14.80 15.00 15.20 15.40
5000 m/z 43.10 33.07%
0l12.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73911: 1,2-Cyclohexanediol, 1-methyl-4-(2-methyl-1,3-diox... = e
87.0 14.80 15.00 15.20 15.40
m/z 71.10 30.23%
5000
43.0
0 | 11504410 172.0 201.0
m/z--> %45&&Mmﬁmmmmmmmm%m%ﬁﬁo' Mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099934.D

Aca On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Ethanol, 2,2"-[1,2-ethanedi... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.10 40.31 ng 834448 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-I1.2-ethanedivlbis... 234 C10H1806 000111-21-7 78
2 Tetraethvlene alvcol. diacetate 278 C12H2207 022790-12-1 43
2-T2-T2-T2-T2-(2-Acetvloxvethoxy... 366 C16H3009 1000351-90-8 37
4 3.6.9.12-Tetraoxatetradecane-1.1... 322 C14H2608 022790-13-2 32
5 2-[2-[2-[2-[2-[2-[2-(2-Acetyloxy... 454 C20H38011 1000351-90-6 32
Abundance Scan 2382 (16.098 min): BF099934.D (-2374) (-) m/z 86.95 100.00%
87.0
5000 /N\/\h
=0 15.80 16.00 16.20 16.40
131.1
Obrrrprrrr et b oot 2401 29100 77 43.00 0 18.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88553: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetate
87.0
43.0
5000 NSRS B
15.80 16.00 16.20 16.40
m/z 88.00 4._82%
15.0 - 1170
R R B A AN LA S AR LA AN LRRAN RARA RARAN RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
87.0
15.80 16.00 16.20 16.40
5000 43.0 m/z 45.05 3.29%
0l15.0 131.0 175.0 205.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #193975: 2-[2-[2-[2-[2-(2-Acetyloxyethoxy)ethoxy]ethoxy]et...
87.0 15.80 16.00 16.20 16.40
m/z 131.10 2.71%
5000
43.0
o150 | C 131.0 175.0 219 0 249.0
m/z--> ﬁo 40 60 80 100 120 1&0 160 180 200 220 240 260 280 | 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\

Data File : BF099934.D

Acq On : 28 Oct 2017 23:05

Operator : SJ/JU

Sample : 15718-02 10X :
Misc : EFF-WASTE-WATER
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Propanone, 1-(a.--.- 6.53 17.7 ng 404091 6.79 456092 20.0
1-Hexanol, 2-ethyl- 6.88 370.5 ng 8448720 6.79 456092 20.0
Hexanoic acid, 2-... 7.62 131.9 ng 4077860 8.07 618194 20.0
Octanoic acid 7.97 142.4 ng 4402470 8.07 618194 20.0
n-Decanoic acid 9.07 124 .0 ng 3571760 9.82 575905 20.0
Dodecanoic acid 10.17 618.3 ng 17803600 9.82 575905 20.0

11.32 437186 20.0
437186 20.0

Tetradecanoic acid 11.02 147.2 ng 3216740
n-Hexadecanoic acid 11.85 53.1 ng 1159770

OOV RARBRABRMDRWWNNEPER
=
=
w
N

cis-Vaccenic acid 12.55 93.3 ng 2039030 11.32 437186 20.0
Octadecanoic acid 12.62 11.9 ng 259155 11.32 437186 20.0
3,6,9,12-Tetraoxa... 14.27 24_.7 ng 516275 13.96 418748 20.0
unknownl14 .40 14 .40 17.1 ng 357113 13.96 418748 20.0
unknownl15.06 15.06 97.6 ng 2021400 15.43 414050 20.0
Ethanol, 2,2"-[1,... 16.10 40.3 ng 834448 15.43 414050 20.0
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