LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

3?22'6 ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 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-BF020318.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 2.199 12 19 25 rvB 519135 689604 13.33% 1.533%
2 5.122 513 516 525 rVB 291439 380489 7 .35% 0.846%
3 5.510 576 582 585 rBY 4633386 5175221 100.00% 11.503%
4 6.510 746 752 755 rBVY 4391361 5105800 98.66% 11.349%
5 6.651 771 776 780 rBVY 4633615 5050520 97.59% 11.226%
6 6.881 811 815 819 rVB 1451002 1255891 24.27% 2.791%
7 7.040 838 842 845 rBVY 4226901 3943108 76.19% 8.764%
8 7.445 905 911 914 rBVY 3174241 3250616 62.81% 7.225%
9 8.163 1029 1033 1037 rBY 1835874 1597423 30.87% 3.551%
10 9.239 1211 1216 1219 rBV 4902303 4907693 94.83% 10.908%
11 9.316 1225 1229 1231 rBV 111994 99122 1.92% 0.220%

12 9.628 1278 1282 1285 rBV 559796 496279 9.59% 1.103%
13 9.845 1316 1319 1322 rVB 262823 202959 3.92% 0.451%
14 9.922 1328 1332 1336 rBV 1676909 1491816 28.83% 3.316%
15 10.163 1370 1373 1378 rBV2 68485 84368 1.63% 0.188%

16 10.322 1397 1400 1401 rBV 84094 75518 1.46% 0.168%
17 10.345 1401 1404 1407 rVB 309486 231778 4.48% 0.515%
18 10.563 1436 1441 1444 rBV 148880 175871 3.40% 0.391%
19 10.710 1462 1466 1469 rBV 2383717 2122951 41.02% 4_.719%
20 10.816 1481 1484 1490 rBV 274265 363780 7.03% 0.809%

21 11.263 1557 1560 1563 rBV 188263 163508 3.16% 0.363%
22 11.292 1563 1565 1572 rVB 171135 181877 3.51% 0.404%
23 11.404 1581 1584 1587 rBV 1223389 1179043 22.78% 2.621%
24 11.427 1587 1588 1594 rVB2 115196 112598 2.18% 0.250%
25 11.692 1630 1633 1636 rVV 139385 108292 2.09% 0.241%

26 11.927 1670 1673 1681 rBV3 147885 152896 2.95% 0.340%

27 12.098 1700 1702 1705 rBV 112749 86633 1.67% 0.193%
28 12.380 1747 1750 1752 rBV 60749 51927 1.00% 0.115%
29 12.486 1766 1768 1772 rBV 57649 53966 1.04% 0.120%

30 12.616 1788 1790 1795 rVB 165209 153689 2.97% 0.342%

31 12.851 1824 1830 1833 rBV2 157259 222045 4._.29% 0.494%
32 12.992 1850 1854 1857 rBV 3113540 2840853 54.89% 6.314%
33 13.874 2001 2004 2008 rBV 681007 643670 12.44% 1.431%
34 14.045 2029 2033 2036 rBV 1065636 1055226 20.39% 2.345%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.798 2159 2161 2167 rBV 219907 250856 4._.85% 0.558%

36 15.527 2281 2285 2296 rVB 735733 1032578 19.95% 2.295%

Sum of corrected areas: 44990464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF102789.D
5.51

Abundance
6.65
6.51 7.04

4000000

7.45
3000000

2000000
6.88

1000000

5.12

0 -

5.00
TIC: BF102789.D

5.50

———
Time-->
Abundance

4000000
12.99

3000000
10.71

2000000 8.16

9.92
11.40

1000000

43 11.6911.982.10 121R}8-6212.85

12.00 12.50

13.00

13.50

10.50 11.00 11.50
TIC: BF102789.D

0
Time-->
Abundance

4000000

3000000

2000000
14.04

13.87 15.53

1000000 14.80

18.50 19.00

17.50 18.00

16.50 17.00

15.50 16.00

14.00

14.50 15.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.20 10.98 ng 689604 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (2.199 min): BF102789.D (-12) (-) m/z 72.95 100.00%
<}
5000 43 j\
> 87 B —
37| 65 2.20 2.30 2.40 2.50 2.60
o SS—— 1/ 1N S P - A N R — m/z 43.00 45.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 33.36%
0 2 e el
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 - m/z 87.00 25.57%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7 2.20 2.30 2.40 2.50 2.60
m/z 40.95 13.71%
41 55 87
5000
29
0 ---|-%§-|----|----|----|----|--§?|----|----|--?7-|----|----|-- R R R e RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 6.06 ng 380489 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 516 (5.122 min): BF102789.D (-513) (-) m/z 43.00 100.00%
43
59
5000
1ot 480 5.00 520 540
o stl sl eo B | 7 89.00  59.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L R I
59 480 500 520 540
m/z 100.95 16.92%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 58.00 15.92%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A e EEE R L
59 480 500 5.20 5.40
m/z 41.00 8.67%
5000
a1 101
0 15 | 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3 unknown6.65 Concentration Rank 1

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

6.65 80.43 ng 5050520 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102789.D (-771) (-) m/z 132.00 100.00%
5000 68
6 e
40 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'!.‘.‘?,:!..6?:.'.| -1 M S N m/z 68.00 41.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.59%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.60%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 15.85%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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, 4,8-dimethyl- Concentration Rank 11

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

9.85 2.72 ng 202959 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Hexadecane 226 Cl16H34 000544-76-3 80

Abundance Scan 1320 (9.851 min): BF102789.D (-1316) (-) m/z 57.00 100.00%
57
43
71
5000
85
99 7960 9.80 10.00 1020
112 127 140
o...“..q..J,.Ju,v.”h.”n,u”.,”..,”..“...“???, m/z 43.00 72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71403: Tridecane, 4,8-dimethyl-
43 57
5000 29 71 AR SN LA SR SRR
85 9.60 9.80 10.00 10.20
m/z 71.00 56 .45%

o

98
LHMJWMWWJ%WMWM
T T T T e e e T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43

71 9.60 9.80 10.00 10.20
5000 85 m/z 85.00 32.94%
29
oL 15 99 113 127 141 155 169 198
I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 29.19%
71
5000 P
29
ol 18 | ‘L Lo % 113127 141 155 169 183 212
L o L o T T i T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.35 3.11 ng 231778 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
5 Pentadecane 212 C15H32 000629-62-9 78
Abundance Scan 1405 (10.351 min): BF102789.D (-1401) (-) m/z 57.00 100.00%
57
5000 43 85
Tl e 10,00 10.20 10.40 10.60
113 127 141 : : : :
o...,....~,|'...| AL R aes 226 TS0 45.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000 AR DA RS &
85 10 00 10. 20 10 40 10.60
29 m/z 85.05 43.41%
oL 15 N L L ‘ 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57
43 IUNNUMUNSUSUABSR SRR
71 10.00 10.20 10.40 10.60
5000 85 m/z 55.00 16.94%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83025: Hexadecane R mE T o R
43 97 10.00 10.20 10.40 10.60
m/z 71.05 16.63%
5000 n
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250 1000 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.36 ng 175871 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
3 Heneicosane 296 C21H44 000629-94-7 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
Abundance Scan 1441 (10.563 min): BF102789.D (-1436) (-) m/z 57.00 100.00%
57
5000
113 10.20 10.40 10.60 10.80
o....,J.'.~.-l.'l.ﬂ.'.1:?9 . | m/z 71.10 45.95%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AUV ARRE
85 10,20 10,40 10.60 10.80
m/z 43.00 41 _66%
o 290 | || 118 141 169 107 225 253 281 323 351 380
m'z--> 0 50 100 1éo 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.00 22 .49%
85
29
0 113 141 183 211 239
m'z--> 0 50 100 150 200 250 300 350 NMJL\,AJ
Abundance #141425: Heneicosane R R B
57 10,20 10,40 10.60 10.80

m/z 41.00 20.32%

5000 85
1 M
M | J113 141 169 197 225 253 296

oAb g e e e SN

T
m/z--> 0 50 100 150 200 250 300 350 10 20 10. 40 10. 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

Sample : J1454-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 6.17 ng 363780 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 83
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 1485 (10.822 min): BF102789.D (-1481) (-) m/z 57.00 100.00%
57
43 71
5000
9 113 157 " 10.60 10.80 11.00 11.20
o 141 155 169 183 207 m/z  43.00 59 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n LR LN S SULRULN SR
g5 10,60 10.80 11.00 11.20
29 m/z 71.00 56.96%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
43 o
71 10,60 10.80 11.00 11.20
5000 m/z 85.05 31.53%
85
29
oL 15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester B R B
57 10.60 10.80 11.00 11.20
m/z 41.00 25.52%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.77 ng 163508 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1560 (11.263 min): BF102789.D (-1557) (-) m/z 57.00 100.00%
57
43
5000

11.00 11.20 11.40 11.60

99 113 127 141 155167 182

207

(o} m/z 43.00 63.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 LN L L L LB L
85 11.00 11.20 11.40 11.60
29 m/z 71.05 49 .60%
99
L B Al B B i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
A LN I e B
11.00 11.20 11.40 11.60
5000 71 m/z 85.05 35.73%
85
29
o 99 113 127 141 155 169 183 197 226
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane B B o B B R
43 57 11.00 11.20 11.40 11.60
m/z 41.00 25.64%
71
5000
85
29
das [ L] e
e e  RRRaS Bam
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.09 ng 181877 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1565 (11.292 min): BF102789.D (-1563) (-) m/z 57.00 100.00%
57
5000
85
4 LI B B e B
113 141 11.00 11.20 11.40 11.60
0 ,,l e R A e M7z 71.05 62.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57
5000 85 LI UL B UL B
11.00 11.20 11. 40 11. 60
4 m/z 43.00 46.18%
o2 B! 169 197 225 253 om1 310
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
57
111,00 11,20 1140 11.60
5000 85 m/z 85.10 30.34Y%
41
ol 26 13 141 169 107 295 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- R A RREE
57 11.00 11.20 11.40 11.60
m/z 55.00 22.74%
5000
4 85
ol 26, L | SELS "o108 225 253 282
m/z--> ﬁo 45 éo 80 100 120 150 160 180 200 220 240 260 2éo 360 ' 11'00 11. 20 11. 40 11. 60

8270-BF020318.M Wed Feb 07 16:15:24 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.59 ng 152896 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1673 (11.927 min): BF102789.D (-1670) (-) m/z 72.95 100.00%
7B
5000 129
o7 157 185 213 11.60 11.80 12.00 12.20
1 256 . . ) )
o 239 302 | "m/z 43.00 95.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LN SULBULE SR B IR
11.60 11.80 12.00 12.20
TM m/z 59.95 90.21%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
1160 11.80 12.00 12.20
5000 129 m/z 57.00 75.97%
97 199 242
20 58 113 17 180 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid R R mamEE
11.60 11.80 12.00 12.20

m/z 41.05 73 .94%

5000

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\
Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

Sample : J1454-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Docosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.87 12.20 ng 643670 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 2003 (13.868 min): BF102789.D (-2001) (-) m/z 57.00 100.00%
g7
97
5000
125 | 13.60 13.80 14.00 14.20
3 7 154 183 261 : : : :
ol Ay 124, 183204221241 201 289 315 342 | 757 43.00  92.38%
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55
97
5000 SR AR SUNILA B SR
29 13.60 13.80 14.00 14.20
195 m/z 55.00 92 .15%
o 2 \H\ 1l \‘\ i 153 181 308
m/z--> 50 160 1éo 200 250 360 '
Abundance
57
o | 13.60 13.80 14.00 14.20
5000 m/z 69.00 69.14%
29 125
0 79 154 182 210 238 265283 334
m/z--> 55 160 1éo 260 2%0 360 '
Abundance #175127: Trifluoroacetoxy hexadecane AR EEEEEEEEE
7 13.60 13.80 14.00 14.20
97 m/z 97.10 68.96%
5000
29 125
0 79 L | | 154 170196 224 251269 330
m/z--> 50 160 150 260 250 360 ' 13k0 13%0 1&00 1&20

8270-BF020318.M Wed Feb 07 16:15:25 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020618\

Data File : BF102789.D

Aca On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 4.86 ng 250856 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Nonanamide 157 C9H19NO 001120-07-6 43
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 38
Abundance Scan 2161 (14.798 min): BF102789.D (-2159) (-) m/z 59.00 100.00%
9
5000
T 40 T4%0 1450 1900 1950
3 140 : : - : :
ol Ayl a0 163 198217238 262 294318 345 8L | sz 72.00  55.12%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 AU R BN

14.40 14.60 14.80 15.00 15.20
m/z 55.00 53.07%

29 ‘ 81
100 126
ol L“,“‘l L0 e tea g0 a8 201
m/z--> 50 100 150 200 250 300 350
Abundance
59
A
14.40 14.60 14.80 15.00 15.20
5000 m/z 41.00 28.09%
137
8 112
o 165 193 240263 204 3%7
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... N e o
59 14.40 14.60 14.80 15.00 15.20
m/z 69.05 22.75%
5000
o | |83 111 141 170 196 229
e A
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020618\

Data File : BF102789.D

Acq On : 6 Feb 2018 17:34

Operator : SJ/JU

ﬁ?ggle ; J1454-20 TP-03(6-WATER-LINE-BOTTEM@10
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.20 11.0 ng 689604 1 6.88 1255890 20.0
2-Pentanone, 4-hy... 5.12 6.1 ng 380489 1 6.88 1255890 20.0
unknown6 .65 6.65 80.4 ng 5050520 1 6.88 1255890 20.0
Tridecane, 4,8-di... 9.85 2.7 ng 202959 3 9.92 1491820 20.0
Tridecane 10.35 3.1 ng 231778 3 9.92 1491820 20.0
Heptacosane 10.56 2.4 ng 175871 3 9.92 1491820 20.0
Hexadecane 10.82 6.2 ng 363780 4 11.40 1179040 20.0
Pentadecane 11.26 2.8 ng 163508 4 11.40 1179040 20.0
Docosane 11.29 3.1 ng 181877 4 11.40 1179040 20.0
n-Hexadecanoic acid 11.93 2.6 ng 152896 4 11.40 1179040 20.0
1-Docosene 13.87 12.2 ng 643670 5 14.05 1055230 20.0
9-Octadecenamide, ... 14.80 4.9 ng 250856 6 15.53 1032580 20.0
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