LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13039-01 IEAEE P
Misc i INFLUENT-5-5-17
ALS Vial : 11 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-BF050217 .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 4.984 514 518 532 rBV 94301 178305 6.10% 0.942%
2 5.666 630 634 658 rBV 239305 618620 21.16% 3.268%
3 7.272 903 907 919 rBV 146795 374608 12.81% 1.979%
4 7.366 919 923 941 rVB 818126 1397142 47.79% 7.381%
5 7.701 976 980 993 rBV 362035 453187 15.50% 2.394%
6 7.942 1016 1021 1035 rBvV 1551125 1846976 63.17% 9.757%
7 8.607 1129 1134 1162 rBV 1084952 1479818 50.62% 7.817%
8 9.725 1320 1324 1337 rBvV 473213 673534 23.04% 3.558%
9 10.248 1409 1413 1420 rVB2 25733 43493 1.49% 0.230%
10 11.501 1620 1626 1638 rVB 2426321 2923620 100.00% 15.445%
11 11.719 1657 1663 1670 rVvB2 28337 48441 1.66% 0.256%
12 12.195 1740 1744 1749 rVvV 67310 88527 3.03% 0.468%
13 12.554 1800 1805 1818 rBV2 512182 745143 25.49% 3.936%
14 13.107 1896 1899 1903 rVB5 26402 33536 1.15% 0.177%
15 13.154 1903 1907 1912 rVvB7 19632 31663 1.08% 0.167%

16 13.395 1945 1948 1955 rBV2 83772 119265 4.08% 0.630%
17 13.760 2004 2010 2013 rBV3 37923 58601 2.00% 0.310%
18 13.854 2021 2026 2039 rBV 777293 1096312 37.50% 5.791%
19 14.171 2076 2080 2082 rBvV2 117528 161986 5.54% 0.856%
20 14.248 2090 2093 2101 rVB9 18279 33175 1.13% 0.175%

21 14.901 2200 2204 2208 rBV 114133 122812 4._.20% 0.649%
22 14.960 2208 2214 2224 rVV 585031 805697 27.56% 4._.256%
23 15.189 2248 2253 2256 rBV7 21784 41072 1.40% 0.217%
24 15.560 2313 2316 2324 rBV2 111353 136100 4.66% 0.719%
25 15.930 2374 2379 2386 rBV 213461 278893 9.54% 1.473%

26 16.154 2414 2417 2421 rBV 106029 121658 4.16% 0.643%
27 16.701 2507 2510 2517 rBV 103326 105586 3.61% 0.558%
28 16.948 2548 2552 2558 rvVv 146386 155753 5.33% 0.823%
29 17.018 2560 2564 2571 rVB 196628 228141 7.80% 1.205%

30 17.201 2592 2595 2598 rBV 71532 74911 2.56% 0.396%
31 17.289 2604 2610 2616 rVB 2346750 2834327 96.95% 14.973%
32 17.671 2672 2675 2680 rVB 46483 556722 1.91% 0.294%
33 18.112 2748 2750 2754 rVB 33426 31346 1.07% 0.166%

34 18.530 2817 2821 2830 rBV2 72558 123108 4.21% 0.650%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.630 2833 2838 2844 rBV 547144 678702 23.21% 3.585%

36 18.683 2844 2847 2852 rVB 64587 72965 2.50% 0.385%

37 18.930 2887 2889 2895 rBV5 19749 33731 1.15% 0.178%

38 19.753 3026 3029 3034 rvVB2 38335 48147 1.65% 0.254%

39 20.295 3117 3121 3129 rBvVY 393366 533484 18.25% 2.818%

40 20.595 3165 3172 3177 rBVY 12749 41632 1.42% 0.220%
Sum of corrected areas: 18929739
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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:\HPCHEMI\BNA F\DATA\BF051017\

BF095065.D
10 May 2017 20:06
SJ/MA
13039-01
INFLUENT-5-5-17
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF095065.D

7.94

8.61

7.37

7.70
5.67

4.98 7

0=
Time--> 2.00

7.50

T 1
4.50 5.00

T
8.50 9.00

T T T
3.00 3.50 4.00

|
8.00

T
2.50

T I
5.50 6.00 6.50 7.00

Abundance

2000000

1500000

1000000

500000

9.72

TIC: BF095065.D

11150

13.85

14.96

15.93

16.15 16.71

11.72 1220

10.25

O
Time-->  9.50

16.00 16.50

15.00 15.50

14.00 14.50

13.00 13.50

12.00 12.50

11.00 11.50

10.00  10.50

Abundance

2000000

1500000

1000000

500000

TIC: BF095065.D
17129

18.63
20.29

4]

17.67 18.11 18.

645 93

19.75 20.59

0
Time-->

17.00

24.00

23.50

22,50 23.00

21.50 22.00

20.50 21.00

19.50 20.00

18.50 19.00

17.50 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 7.87 ng 178305 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 517 (4.978 min): BF095065.D (-514) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0

| 83.0 | 460 480 500 520 540
Ol m/z 59.00 59.54%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB L LB B
460 4.80 5.00 520 5.40
59.0 m/z 101.00 21.17%
101.0
0 270 | 510 ‘ 6900 830910 ]
I IR B B o e e R B R i s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R mamma Y
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .60%
20.0 101.0
15.0 73.0 83.0
] SRR AN R M A ORNERSSA 1 PR AL NN M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T e e e
43.0 460 480 500 520 540

m/z 41.10 9.19%

5000
101.0
150 310 %80 690 86.0
Ol el e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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

m/z--> 20 40 60 80 100 120 140 160 180

Peak Number 2 unknown7.37 Concentration Rank 2

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

7.37 61.66 ng 1397140 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 924 (7.372 min): BF095065.D (-919) (-) m/z 132.00 100.00%
132.0
5000 }k
68.1
40.0 9.0 7.00 7.20 7.40 7.60 7.80
o} I B e B B m/z 68.10 34 .43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o Tk T Tk ke
410 70 m/z 134.00  32.58%
0

Abundance
132.0

7.00 7.20 7.40 7.60 7.80

5000 m/z 66.00 20.86%
104.0
66.0
270 510 89.0
Ot T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80

m/z 96.00 13.30%

74.0
116.0
5000 98.0 /k
0 1| P ! o \H“ “ L 158.0 189.0

[
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Undecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.40 3.20 ng 119265 Acenaphthene-d10 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 1949 (13.401 min): BF095065.D (-1945) (-) 57.05 100.00%
57.0
. , 13.00 13.20 13.40 13.60 13.80
0 : m/z 43.00 70.48%
m/z--> 50 100 150 200 250 300
Abundance #38324: Undecane, 2-methyl-
43.0
71.0
5000 UL DAL SURIN I
1300 13.20 13.40 13.60 13.80
m/z 71.10 61.82%
99.0 127:0155
0.'...‘l“.‘l‘.”‘.“l.‘.‘..l‘:...luuuulu...|....
m/z--> 50 100 150 200 250 300
Abundance
57.0
13.00 13.20 13.40 13.60 13.80
5000 85.0 m/z 85.10 42 .99%
29.0
. 1130 141.0 160.0 197.0 225.0 253.0 296.0
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane P
57.0 13.00 13.20 13.40 13.60 13.80
m/z 41.10 33.12%
5000 85.0
29.0 113.0
0 ‘ | gl 7T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 50 100 150 200 250 300 1300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 5 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .17 4.02 ng 161986 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Heneicosane 296 C21H44 000629-94-7 81
3 Octadecane 254 C18H38 000593-45-3 74
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2080 (14.171 min): BF095065.D (-2076) (-) m/z 57.05 100.00%

57.0
5000 :

13.80 14.00 14.20 14.40

0! m/z 43.10 64 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0
5000 LA L L L L L L L LB B B
85.0 13.80 14.00 14.20 14.40
20.0 m/z 71.10 60.06%
0 \‘ ‘\ H\ \‘ ] il 113 0 141.0 184.0
o o e L s o R R RN RN O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B R e o
85.0 13.80 14.00 14.20 14.40
5000 ' m/z 85.05 47.06%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane R

57.0 13.80 14.00 14.20 14.40

m/z 41.05 32.35%
5000 85.0
29.0 113.0
ol L4 | [ 1410 1600 197.0 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 80 14. OO 14 20 14. 40

8270-BF050217.M Thu May 11 17:22:05 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.05 ng 122812 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 2204 (14.901 min): BF095065.D (-2200) (-) m/z 57.10 100.00%

57.1
5000 85.0

14.60 14.80 15.00 15.20

I 1113 1141.1168.1 197.1

Obrrrprrrriher el ettt e e e || M7z 71.100 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 . LA L L L L L LB B |
850 14.60 14.80 15.00 15.20
28.0 183.0 m/z 43.05 70.12%
0 .“,...q...q...w....%}ﬁ Qu” 3 ?”. —. o o O —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
)
14.60 14.80 15.00 15.20
5000 m/z 85.05 48.65%
85.0
29.0

113.0141.0169.0 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e
57.0 14.60 14.80 15.00 15.20
m/z 41.05 33.88%
5000 85.0
29.0 113.0
0 ‘ T 14101690197022502530281030903380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.56 3.38 ng 136100 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Eilcosane 282 C20H42 000112-95-8 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2316 (15.560 min): BF095065.D (-2313) (-) m/z 57.10 100.00%

57.1

5000

113.1 15.20 15.40 15.60 15.80

140.0 169.0190.0 213.1

0 m/z 71.05 68.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
5000 85.0 LI L L B B
15.20 15.40 15.60 15.80
29.0 m/z 43.10 68.13%
0 L0l 1130 1410 1600 1980
T T T e T e [ T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
B A e o AR
15.20 15.40 15.60 15.80
5000 m/z 85.10 43.74%

85.0
29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane A B R R ma
57.0 15.20 15.40 15.60 15.80
m/z 41.00 35.23%
5000 85.0
29.0
0 ‘ ‘ H b | 1130\1410 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.93 6.92 ng 278893 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2379 (15.930 min): BF095065.D (-2374) (-) m/z 73.00 100.00%
73.0
43.0
149.0
5000
15,60 15.80 16.00 16.20
o} m/z 43.05 80.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 U R SN UM DU
83.0 15.60 15.80 1600 16.20
‘ 1570 1gso 2130 2560 | M/Z 60.00  80.45%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15.60 15.80 16.00 16.20
5000 129.0 m/z 57.05 70.51%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid R B
73.0 15.60 15.80 16.00 16.20
m/z 41.10 61.81%
so00] 30 129.0
0 I""I""I"' e e R
miz-> 20 80 100 120 140 160 180 200 220 240 260 15.60 1580 1600 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9 Dodecane, l1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.15 3.02 ng 121658 Phenanthrene-d10 14.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 83
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 80
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
4 Heptacosane 380 C27H56 000593-49-7 62
5 Octacosane 394 C28H58 000630-02-4 62

Abundance Scan 2416 (16.148 min): BF095065.D (-2414) (-) m/z 57.00 100.00%
57.0
e e e AR
155.8177.9201.0 15.80 16.00 16.20 16.40
(0} - m/z 43.10 75.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 85.0 L B o e N B
15.80 16.00 16.20 16.40
0.0 m/z 71.10 69.38%
155.0
Oyl b bbb e e L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
AR R R e R
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 48._.49%
28.0
183.0
o 113.0 155.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester R A B e
57.0 15.80 16.00 16.20 16.40
m/z 41.05 33.41%
85.0
5000
29.0 | 113.0
0,ﬂ”w.npi.ﬁ”w”ﬂw””,””“.”“”.“”w.”w”.w””“.”“”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16.40

8270-BF050217.M Thu May 11 17:22:08 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.62 ng 105586 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2510 (16.701 min): BF095065.D (-2507) (-) m/z 57.10 100.00%

57.1
1131 16,40 16.60 16.80 17.00
Ol ....,....}‘??.1.,2.2.4..1,....,....,....,....,....,....,....,... m/z 71.05 74.89%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #83024: Hexadecane

5000 LA L L L L L L L L
16. 40 16 60 16. 80 17. OO
m/z 43.10 68.85%
0 M%Mm%nm
e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B
16.40 16.60 16.80 17.00
5000 m/z 85.10 49._84%
113.0
0 169.0 225.0 296.0
R s A A A B R AR
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B B
57.0 16.40 16.60 16.80 17.00
m/z 41.05 28.04%
5000
13. O
0 ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
A A P T T T T T T T e e R REEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17. OO

8270-BF050217.M Thu May 11 17:22:08 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 11 unknownl16.95 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.95 4_.59 ng 155753 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Orthoformic acid. tri-sec-butvl ... 232 C13H2803 016754-48-6 38
2 Isobutvl propane-1.2-divl dicarb... 276 C13H2406 1000372-79-7 27
3 Dibutvl 3.6.9.12.15-pentaoxahept... 422 C20H3809 1000366-80-1 27
4 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 25
5 Ethanethioamide, N,N-dimethyl- 103 C4HONS 000631-67-4 25
Abundance . Scan 2552 (16.948 min): BF095065.D (-2548) () m/z 57.05 100.00%
510 103.1
5000
151 1750 200 1060 1680 1760 1750
(o} . m/z 103.05 79.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87566: Orthoformic acid, tri-sec-buty! ester
57.0
103.0
5000 USRI aR R
mmmmﬂmﬂm
m/z 45.00 69.89%
m/z--> mmmmmmmmmmmmmmmm
Abundance
57.0 103.0
16.60 16.80 17.00 17.20
5000 m/z 101.10 44 .60%
132.0
0‘ 29'0 158.0 221.0
mmwwmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #219627: Dibutyl 3,6,9,12,15-pentaoxaheptadecane-1,17-dioate
108.0 16.60 16.80 17.00 17.20
m/z 89.10 34 .30%
5000
45.0 159.0
oL 19:0 h‘ m U 1310 l 2030 2460 2770 321.0
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20

8270-BF050217.M Thu May 11 17:22:09 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 12 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.02 6.72 ng 228141 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2564 (17.018 min): BF095065.D (-2560) (-) m/z 43.05 100.00%

430 740
5000 129.1

16.80 17.00 17.20 17.40
m/z 73.00 99.90%

] L)

m/z--> 20 40 6

80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0

5000 129.0 e e  EREE m e
16.80 17.00 17.20 17.40

m/z 57.05 85.54%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R e R E e o R
43.0 16.80 17.00 17.20 17.40
m/z 59.95 75.35%
5000 1290
185.0 228.0
97.0

157.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid R R ARREERE
43.0 730 16.80 17.00 17.20 17.40
m/z 55.00 66.82%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17. OO 17. 20 17.40

8270-BF050217.M Thu May 11 17:22:10 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\

Data File : BF095065.D

Aca On : 10 May 2017 20:06

Operator : SJ/MA

Sample : 13039-01 LU e b
Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.53 3.63 ng 123108 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 2821 (18.530 min): BF095065.D (-2817) (-) m/z 57.10 100.00%
57.1
97.0
5000
401 1961 2411 18.20 18.40 18.60 18.80
Ol L e e m/z 55.00 75.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 RN BN SRR B
18.20 18.40 18.60 18.80
‘ ‘ m/z 43.05 67.79%
169.0 238.0
0 .“. ‘.‘l“‘. ‘.‘ LA l‘\]'l*Il'llollle Tt .‘. I |2|8|3'|O| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 18.20 18.40 18.60 18.80
5000 m/z 69.00 63.85%
169.0
ol Ll jeno T 2280 2600 4200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate AR e R RE
57.0 18.20 18.40 18.60 18.80
m/z 83.05 63.71%
97.0
5000
oL 41 ““3?9 181.0 224.0 264.0 308.0 353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450 1820 18.40 18.60 18.80

8270-BF050217.M Thu May 11 17:22:11 2017 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051017\

Data File : BF095065.D

Acq On : 10 May 2017 20:06

Operator : SJ/MA

Sample - 13039-01 INFLUENT-5-5-17
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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-Pentanone, 4-hy... 4.98 7.9 ng 178305 1 7.71 453187 20.0
unknown? .37 7.37 61.7 ng 1397140 1 7.71 453187 20.0
Undecane, 2-methyl- 13.40 3.2 ng 119265 3 12.55 745143 20.0
Tridecane 14.17 4.0 ng 161986 4 14.96 805697 20.0
Tridecane, l1l-iodo- 14.90 3.0 ng 122812 4 14.96 805697 20.0
Tetradecane 15.56 3.4 ng 136100 4 14.96 805697 20.0
n-Hexadecanoic acid 15.93 6.9 ng 278893 4 14.96 805697 20.0
Dodecane, 1-iodo- 16.15 3.0 ng 121658 4 14.96 805697 20.0
Hexadecane 16.70 2.6 ng 105586 4 14.96 805697 20.0
unknownl16 .95 16.95 4.6 ng 155753 5 18.63 678702 20.0
Octadecanoic acid 17.02 6.7 ng 228141 5 18.63 678702 20.0
Heptadecyl heptaf... 18.53 3.6 ng 123108 5 18.63 678702 20.0

8270-BF050217 .M Thu May 11 17:22:11 2017 Page: 16



