LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 2.181 10 16 23 rvVB 440321 592086 12.43% 1.511%
2 3.475 230 236 248 rBV 393891 984270 20.67% 2.511%
3 5.122 513 516 525 rVB 124959 162861 3.42% 0.416%
4 5.504 576 581 585 rBY 4206094 4647102 97.58% 11.857%
5 6.516 747 753 768 rBV2 3822501 4762562 100.00% 12.152%
6 6.657 772 777 780 rBVY 4415745 4441233 93.25% 11.332%
7 6.881 812 815 819 rBVY 1247066 1150872 24.16% 2.937%
8 7.040 838 842 846 rBVY 3529419 3340113 70.13% 8.523%
9 7.445 906 911 914 rBVY 2846306 2854880 59.94% 7.284%
10 7.516 920 923 933 rVB 48961 51118 1.07% 0.130%

11 8.169 1030 1034 1037 rBV 1605543 1460693 30.67% 3.727%
12 9.239 1211 1216 1226 rBV 4045466 4004690 84.09% 10.218%
13 9.316 1226 1229 1231 rVB 74723 57003 1.20% 0.145%
14 9.633 1279 1283 1286 rBV 309899 300050 6.30% 0.766%
15 9.845 1311 1319 1322 rBV 189209 159789 3.36% 0.408%

16 9.922 1328 1332 1342 rBV2 1503823 1350591 28.36% 3.446%

17 10.322 1396 1400 1402 rBV 54923 57119 1.20% 0.146%
18 10.345 1402 1404 1407 rVB 218929 153586 3.22% 0.392%
19 10.563 1436 1441 1444 rBV 49209 66661 1.40% 0.170%

20 10.710 1462 1466 1476 rVB 2151357 1997677 41.95% 5.097%

21 10.816 1481 1484 1493 rVB 161416 180817 3.80% 0.461%

22 11.269 1558 1561 1563 rBV 82448 74419 1.56% 0.190%
23 11.410 1581 1585 1589 rBV 1329677 1091420 22.92% 2.785%
24 11.927 1669 1673 1675 rBV 57073 56157 1.18% 0.143%
25 12.804 1820 1822 1826 rBV 72941 66180 1.39% 0.169%

26 12.992 1850 1854 1858 rBV 2928641 2782727 58.43% 7.100%
27 13.510 1939 1942 1945 rBV 54890 47664 1.00% 0.122%
28 13.880 2001 2005 2012 rBV 208129 243979 5.12% 0.623%
29 14.051 2030 2034 2037 rBV 1034531 971678 20.40% 2.479%
30 14.510 2109 2112 2117 rBV2 43257 60105 1.26% 0.153%

31 15.533 2281 2286 2300 rBV 552380 797568 16.75% 2.035%

32 15.992 2361 2364 2369 rVB2 49667 78315 1.64% 0.200%
33 17.209 2566 2571 2580 rVB10 69081 145608 3.06% 0.372%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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

Sum of corrected areas: 39191593
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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\BF020718\

BF102838.D

8 Feb 2018 2:10

SJ/JuU

J1473-41

22 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000
2.18

TIC: BF102838.D

5.50

3.48
5.12

6.52
7.04

7.45

6.88

0

Time-->

3.50

4.00

4.50

5.00

T
5.50

2.50

3.00

Abundance

4000000

3000000

2000000

1000000

8.17

TIC: BF102838.D
9.24

10.71

9.92
11.41

9.63 9.8

10.35

10421056/(982 1127

.32

11.93

N

12.99

12,;80 I 13.51

OF——
Time-->

11.50

10.50 11.00

10.00

9.00 9.50

12.00

13.50

12.50

T
13.00

Abundance

4000000

3000000

2000000

1000000

13.88

TIC: BF102838.D

14.05
15.53

A_ 15,99

14.51 17.21

0
Time-->

14.00

17.50

17.00

16.50

15.50 16.00

14.50

15.00

19.00

18.00 18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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.

2.18 10.29 ng 592086 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 16 (2.181 min): BF102838.D (-10) (-) m/z 73.00 100.00%
3
5000 43 l!
55
87
1 65 | 2.20 2.30 2.40 2.50 2.60
L M HM MM m/z 43.00 43.67%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L LI BN BN BLELELELEN R
2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.00 33.84%
‘\ \‘ |l 80
0.W.HW.H.P.”,”.W.”.“.”,”...”.P.”,”.W.H.P.”,”.
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 4 55 m/z 87.00 23.71%
29
0 65 80 97 112 129
R R o o o e o AR EEEE S L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 _.58%
5000 55
43
27
0 15 [11 | ‘ ‘ ‘ 65 IR 83 98
T T T T T e e e T R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 (S)-(+)-1,2-Propanediol Concentration Rank 3

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

3.48 17.10 ng 984270 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 46
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 237 (3.481 min): BF102838.D (-230) (-) m/z 45.00 100.00%
45
5000 (\\\~\_
3043 | 49 53 57 61 6 84 320 340 3.60 3.80
oq”“““q””“”q“”“”quupﬂth”“”qu“u”w””““q””“”q”““” m/z 43.00 17 .28%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45

5000 R R e
3.20 3.40 3.60 3.80

m/z 61.00 6.18%

0 1519 2781 3942 535761 75

R LA A N A LA An e s
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance

45

3.20 3.40 3.60 3.80

5000 m/z 43.95 4._.83%
29 61
o 1519 26 33363942 53 57 7376
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #295: Isopropy! Alcohol e B
45 320 340 360 380

m/z 57.00 2.66%

5000
27
15 19 | 31 3341‘ 59
O
I I | [ I I [ [ T I I I I | I I I

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.12 2.83 ng 162861 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-0ctanol 130 C8H180 000589-98-0 33
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF102838.D (-513) (-) m/z 43.00 100.00%
43
59
5000
1o 5o obo aho w0
0....,....-,'...:-|,....,8-.3...-,|....,....,....,....,....,2.0.7.. m/z 59.00 62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L R I
59 480 500 520 540
m/z 58.00 18.93%
15 4 101
0 wl ol " 83 \‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 m/z 100.95 18.08%
a1 101
oL 15 21 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol e
50 480 500 5.20 5.40
m/z 41.00 8.23%
83
5000 41
29 101
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40

8270-BF020318.M Thu Feb 08 12:33:19 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 4 unknown6.66 Concentration Rank 1

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

6.66 77.18 ng 4441230 1,4-Dichlorobenzene-d4 6.89
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 C6H9CIO 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 777 (6.657 min): BF102838.D (-772) (-) m/z 131.95 100.00%
32
5000 68
6 rrTTyTTTTTT T T T T T T T
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o N I -1 R/ A M S | m/z 68.00 39.17%
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 U R R R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.57%
38 ‘
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 26.61%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LA L L L B
132 6.40 6.60 6.80 7.00
m/z 68.95 15.14%
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\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 Hexadecane Concentration Rank 9

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

9.85 2.37 ng 159789 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
3 Pentadecane 212 C15H32 000629-62-9 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1320 (9.851 min): BF102838.D (-1311) (-) m/z 57.00 100.00%
57
43
5000 1
85
99 9.60 9.80 10.00 10.20
113126
0...,....','...| ol gl TP M0 1S W/Z 43.00  65.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 48 .90%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 85 m/z 85.05 34.61%
29 113
99
e L SRS S L B I B W B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 40.95 29.19%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.27 ng 153586 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1405 (10.351 min): BF102838.D (-1402) (-) m/z 57.00 100.00%
57
43

5000

10.00 10.20 10.40 10.60

9 113127140 155

0! m/z 43.05 64 .88%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L L L I
85 10.00 10.20 10.40 10.60
29 m/z 71.05 53.74%
99
0 15 \‘ ‘ \ \‘ il ‘ 113 127 141 155 169 183 212
”.“.”,”.w.”.“.”,”.w.”.“.” T[T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
10.00 10.20 10.40 10.60
5000 n m/z 85.05 34.80%
85
29
o 99 113127141 155169 183197 226
T T T T [T T e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane P T
57 10.00 10.20 10.40 10.60
43 - m/z 41.05 26.63%
5000 a5
29 99 113
o | L L | TT°127141155169 183197 211 225 239 254
e A A e O M i s et S oL St e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.31 ng 180817 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Pentadecane 212 C15H32 000629-62-9 83
3 9-methvlheptadecane 254 C18H38 026741-18-4 78
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1485 (10.822 min): BF102838.D (-1481) (-) m/z 57.00 100.00%
57
5000 85
3 113 10.60 10.80 11.00 11.20
0 ,,I A S 28 e M7z 43.00  61.15%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57
5000 85 LR RN B UL B
10. 60 10 80 11.00 11.20
29 m/z 71.00 54 _.01%
113
o ‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
"' 10/60 10.80 11.00 11.20
5000 m/z 85.05 40.22%

85

29
113 141 19 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #105887: 9-methylheptadecane AT T T T

57 10.60 10.80 11.00 11.20
85 m/z 41.00 29.28%

5000
140
g

0 .“,n”.,”..“.:.!u.ﬂ.ﬂh O N - i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10 80 11. OO 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 Heptadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 5.02 ng 243979 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2005 (13.880 min): BF102838.D (-2001) (-) m/z 57.00 100.00%
57
83
5000
SR AR SUNRILE SR B
13.60 13.80 14.00 14.20
— | 181207 299 m/z 55.00 85.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
29 125 m/z 43.00 84 .45%
0 U] | H m ‘\ \ ‘\ hl§4 182 210 238 283 334
m/z--> 50 15 200 2éo 300 350 400
Abundance
57
o7 13,60 13.80 14.00 14.20
5000 m/z 83.00 76 .37%
o 147" 196 224 g 420
R A L e e
m/z--> 50 100 150 200 250 300 350 400 Kwhm/qunwvwh
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e A R AR B
57 13.60 13.80 14.00 14.20
83 m/z 69.00 61.57%
5000 111
29 169 WW
ol L I 406
m/z--> 5'0 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102838.D

Aca On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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 2H-Cyclopentacyclooctene, 4... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.21  3.65ng 145608  Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 55

000489-40-7 55
249629-60-5 46

2 1H-Cvcloproplelazulene. l1la.2.3.4... 204 C15H24
3 Coumarin. 3.4-dihvdro-4.4.6.8-te... 204 C13H1602

4 1.4-Dimethvl-8-isopropvlidenetri...
5 1,2,4,8-Tetramethylbicyclo[6.3.0...

204
204

C15H24
C15H24

1000140-07-7 43
137235-51-9 43

Abundance Scan 2571 (17.209 min): BF102838.D (-2566) (-) m/z 204.10 100.00%
204
55
135
5000 91 269
1po 159 27 316
! 185 245 288
2 H 341 || 16.80 17.00 17.20 17.40 17.60
0 m/z 55.00 76.76%
m/z--> 50 100 150 200 250 300
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204
41
5000 161 | BN LI L L L LB L
7 Ol 16.80 17.00 17.20 17.40 17.60
1 m/z 135.00 61.62%
| Hl i
ol N e
m/z--> 50 100 150 200 250 300
Abundance
105 161 204
41 s N ma e e
16.80 17.00 17.20 17.40 17.60
5000 81 133 m/z 118.95 55.57%
18 63
e L e e a2 T e
m/z--> 50 100 150 200 250 300
Abundance #64132: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl- T
204 16.80 17.00 17.20 17.40 17.60
162 m/z 121.05 50.77%
5000
91
41 o5 119 1%5
m/z--> 50 100 150 200 250 300 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102838.D

Acq On : 8 Feb 2018 2:10

Operator : SJ/JU

Sample : J1473-41

Misc :

ALS Vial : 22 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... 2.18 10.3 ng 592086 1 6.89 1150870 20.0
(S)-(+)-1,2-Propa. .. 3.48 17.1 ng 984270 1 6.89 1150870 20.0
2-Pentanone, 4-hy... 5.12 2.8 ng 162861 1 6.89 1150870 20.0
unknown6 .66 6.66 77.2 ng 4441230 1 6.89 1150870 20.0
Hexadecane 9.85 2.4 ng 159789 3 9.92 1350590 20.0
Pentadecane 10.35 2.3 ng 153586 3 9.92 1350590 20.0
Tetracosane 10.82 3.3 ng 180817 4 11.41 1091420 20.0
Heptadecyl triflu... 13.88 5.0 ng 243979 5 14.05 971678 20.0
2H-Cyclopentacycl ... 17.21 3.6 ng 145608 6 15.53 797568 20.0
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