LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24 Instrument :
Operator : SJ/JU BNA_F

Sample : 14723-01 100X ClientSampleld :
Misc i OUTSIDE-FENCE
ALS Vial : 31 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-BF081117.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 7.275 936 950 954 rBV2 105016 370713 5.74% 2.072%
2 7.316 954 957 966 rVB 49356 75965 1.18% 0.425%
3 7.510 987 990 1001 rBV 333563 505012 7.82% 2.822%
4 8.380 1128 1138 1148 rBvV2 89493 219041 3.39% 1.224%
5 8.545 1161 1166 1175 rVB 171885 227107 3.52% 1.269%
6 9.445 1301 1319 1322 rBV 265002 871020 13.49% 4 .868%
7 9.539 1328 1335 1346 rBV 531590 727801 11.27% 4_.067%
8 9.627 1346 1350 1363 rVB 98878 125444 1.94% 0.701%
9 10.380 1462 1478 1485 rBV 313502 844896 13.08% 4.722%
10 10.863 1556 1560 1582 rBvV 282251 744331 11.53% 4.160%

11 11.233 1618 1623 1630 rBV2 86384 142326 2.20% 0.795%
12 12.363 1810 1815 1819 rVV2 545384 688448 10.66% 3.848%
13 12.398 1819 1821 1825 rVB 122696 134127 2.08% 0.750%
14 12.904 1902 1907 1914 rBV 44918 72853 1.13% 0.407%
15 13.986 2086 2091 2096 rVB 83263 107900 1.67% 0.603%

16 14.433 2161 2167 2175 rBV2 86388 136356 2.11% 0.762%
17 14.762 2218 2223 2235 rVB 550603 679660 10.52% 3.798%
18 15.280 2307 2311 2319 rVB2 47600 73804 1.14% 0.412%
19 15.392 2322 2330 2338 rBV7 27238 71387 1.11% 0.399%
20 15.827 2388 2404 2426 rBV 2071246 6457689 100.00% 36.090%

21 16.604 2533 2536 2541 rVB2 291179 290749 4_50% 1.625%
22 16.774 2557 2565 2574 rBV2 250640 461914 7.15% 2.581%
23 16.892 2577 2585 2599 rVvVv 988505 1947495 30.16% 10.884%
24 17.539 2692 2695 2700 rVB 76712 91356 1.41% 0.511%
25 17.633 2708 2711 2716 rVB 153114 155916 2.41% 0.871%

26 17.792 2732 2738 2742 rBV 109535 148952 2.31% 0.832%
27 18.280 2817 2821 2825 rVB 114624 128498 1.99% 0.718%
28 18.356 2829 2834 2848 rBV2 105145 292587 4_.53% 1.635%
29 18.462 2848 2852 2857 rBV 486578 574371 8.89% 3.210%
30 20.127 3131 3135 3142 rBV 428441 525526 8.14% 2.937%

Sum of corrected areas: 17893244
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF081117\
Data File : BF097630.D

Aca On - 12 Aug 2017 10:24

Operator : SJ/JU

Sample - 14723-01 100X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF081117.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

OUTSIDE-FENCE

Abundance
2000000

1500000

1000000

500000

TIC: BF097630.D

7.51

8.55
8.38

OF——
Time-->

I
2.00

T
6.50

T I
5.50 6.00

I
4.00

T T
4.50 5.00

I
2.50

T T
3.00 3.50

I
7.00

I
7.50

I
8.00

T
9.00

I
8.50

Abundance
2000000

1500000

1000000

500000

TIC: BF097630.D

15,83

16.6(

12.90 13.99 14.43
o e - e - DALR A - N
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
Abundance TIC: BF097630.D
2000000
1500000
16.89
1000000
500000
Time--> 17.00 17.50 18.00 18.50  19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Hexanoic acid Concentration Rank 7

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

7.27 14.68 ng 370713 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 72
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
5 Heptanoic acid 130 C7H1402 000111-14-8 42

Abundance Scan 949 (7.269 min): BF097630.D (-936) (-) m/z 59.95 100.00%
60.0
5000 10 3.0 A//W\\~\-~_
U UL LS IR L
87.1 7.00 7.20 7.40 7.60
132.0
o..,....,....|;I|.|..,.~.|!'.-'....-;.:..,...'.,...9.9',1....,.1.1.7.'?....,:...,. m/z 73.00 37.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8070: Hexanoic acid
60.0
73.0 L L I R
5000 270 410 700 7.20 7.40 7.60
m/z 41.05 34.16%
87.0
A T Y
e AN AR RS RS AN RS RS AN AL BASS SEARS SARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
44.0 60.0
700 7.20 740 7.60
5000 73.0 m/z 43.00 21.01%
29.0
87.0
e AR AR RS RS AN AR RS RN LA BASS SEARS SARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4247: Pentanoic acid B R e A
60.0 7.00 7.20 7.40 7.60
m/z 45.00 18.86%
5000 73.0
29.0 41.0
N T M/ . X
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Nonane Concentration Rank 20

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

7.32 3.01 ng 75965 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 78
2 Decane 142 C10H22 000124-18-5 72
3 Octane. 2.7-dimethvyl- 142 C10H22 001072-16-8 72
4 Octane 114 C8H18 000111-65-9 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

Abundance Scan 958 (7.322 min): BF097630.D (-954) (-) m/z 57.05 100.00%
43.0 57.0
5000
71.0 g51
| | 98.0 7.00 7.20 7.40 7.60
o S BT Y m/z 43.00 85.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12662: Nonane
43.0
57.0
5000 RS SRS AR RARRE
7.00 7.20 7.40 7.60
29.0 710 850 m/z 41.10 34.25%
0l 15.0 \‘ \‘\‘ I, \‘ \‘ 99\'0 128.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0 57.0
S RS SRR AREE RARE
7.00 7.20 7.40 7.60
5000 m/z 71.05 22.06%
71.0
29.0 85.0
ol15.0 99.0 113.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19178: Octane, 2,7-dimethyl-
43.0 57.0 7.00 7.20 7.40 7.60
m/z 85.10 19.24%
5000
71.0
29.0 ‘ 85.0 99.0
o T \ | 1110 127.0 1420
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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

o

Peak Number 3 Heptanoic acid Concentration Rank 9

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

8.38 8.67 ng 219041 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 83
2 Pentanoic acid 102 C5H1002 000109-52-4 59
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 45
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 42

Abundance Scan 1138 (8.380 min): BF097630.D (-1128) (-) m/z 59.95 100.00%
64.0
5000 43.0 73.0 /L
87.0 SRR RARSE RARSE SRR RN
Ll ‘ | 101.1 8.00 820 840 8.60 8.80
gty | m/Z 43.00  41.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13415: Heptanoic acid
60.0

5000 73.0 L B e e B
41.0 8.00 8.20 8.40 8.60 8.80

200 ‘ 87.0 m/z 72.95 40.72%

H L 10101130 1300
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0

8.00 8.20 8.40 8.60 8.80

o

5000 73.0 m/z 41.00 37.57%
29.0 41.0
o 87.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8071: Hexanoic acid R e
60.0 8.00 8.20 8.40 8.60 8.80

m/z 55.00 28 .43%

5000 73.0
41.0

27.0
50 Iy ‘ 99.0

Ol e et e el e s A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60 8.80

87.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Decane Concentration Rank 11

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

8.55 6.24 ng 227107 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Undecane 156 C11H24 001120-21-4 83
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 78
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 72
5 Nonane 128 C9H20 000111-84-2 59

Abundance Scan 1167 (8.551 min): BF097630.D (-1161) (-) m/z 57.05 100.00%
57.0
5000
8.0 8.20 8.40 8.60 8.80
ol L 13O 1se1 | w/z 43.10  91.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19158: Decane
43.0
5000 AR LS SR
71.0 8.20 8.40 8.60 8.80
m/z 41.05 39.72%
0150\“‘ ‘ \990 142.0
m/z--> 20 40 eb éo 100 150 150 160 180 200 220 240 260 280
Abundance
43.0
820 8.40 860 8.80
0
5000 110 m/z 71.05 33.47%
o 99.0 127.0 156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane IVAS e s R s
57.0 8.20 8.40 8.60 8.80
m/z 56.05 18.32%
5000
85.0
29.0 ‘
ob 1Ll | (1130 169.0 211.0 296.0
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Octanoic acid Concentration Rank 3

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

9.45 23.94 ng 871020 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Pentanoic acid 102 C5H1002 000109-52-4 58
4 Heptanoic acid 130 C7H1402 000111-14-8 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40

Abundance Scan 1320 (9.451 min): BF097630.D (-1301) (-) m/z 60.00 100.00%
6d.0
73.0
5000 43.0
8s5.1 101.0 RSN SUAEE AR RSN A
1l I ” 1151 9.20 9.40 9.60 9.80
Obrrprrrrprerr i ettt e e e e | M/ 72.95 0 62.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20839: Octanoic acid
60.0
43.0 730
5000 :
21.0 9.20 9.40 9.60 9.80
850 1010 m/z 43.00 50.90%
0 1Ll “M N 1150 1290 144.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
920 940 9.60 9.80
5000 73.0 m/z 41.00 41.73%
270 40 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 R e S e S
60.0 9.20 9.40 9.60 9.80
m/z 55.00 31.53%
5000 73.0
29.0 41.0
0 "|'“'|"‘M|"'JJHJ"V'h“ h"'l'“'l'g?i?"}pﬂle' SRS BN LRSS B BN IR SRS RN RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80

8270-BF081117.M Mon Aug 14 15:38:46 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 6 Undecane Concentration Rank 17

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

9.63 3.45 ng 125444 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Hexadecane 226 Cl16H34 000544-76-3 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1350 (9.627 min): BF097630.D (-1346) (-) m/z 57.10 100.00%
57.1
5000
85.1 LI o e B e e
39 f) 112.0 9.40 9.60 9.80 10.00
Ob ; m/z 43.05 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43.0
5000 LA L L L L L L L
71.0 9.40 9.60 9.80 10.00
m/z 71.05 39.25%
.”,..”,..”,..”,..”,..”,..” I B A A
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
e e S e s
9.40 9.60 9.80 10.00
5000 85.0 m/z 41.10 38.68%
29.0
0 113.0 141.0 169 o 198.0
R R e e B LA R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane i e e
57.0 9.40 9.60 9.80 10.00
m/z 85.10 19.39%
5000
85.0
29.0
0 ‘\ “ [l ‘ 1130 141.0 169.0 197.0 226.0
R e LA o e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Nonanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.38 23.22 ng 844896 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 47
5 Octanoic acid 144 C8H1602 000124-07-2 42
Abundance Scan 1478 (10.380 min): BF097630.D (-1462) (-) m/z 59.95 100.00%
6d.0
5000 //1\_
1151 NSRS BNUSR JUNLE R
l 87.0 l | 1581 10.00 10.20 10.40 10.60
ob— ol A} 8L Mm/z 73.00 70.79%
m/z--> 50 100 150 200 250 300 350
Abundance #30178: Nonanoic acid
60.0
5000 NSRRI "|/ﬁ
10.00 10.20 10.40 10.60
29.0 115.0 m/z 57.05 65.09%
‘ ‘ 87.0 158.0
oL |Hu ‘IHIH‘\\ ‘l“:h‘u h‘\l\ I‘I — \I.I — —
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
10.00 10.20 10.40 10.60
5000 m/z 41.05 53.79%
27.0 87.0
116.0
L e L A L IS WL W
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt REREE TR S
60.0 10.00 10.20 10.40 10.60
0
170 m/z 43.05 52.16%
29.0 87.0
0..u.‘.'l"‘J.“.Jm.'ll‘.‘...|....|25L6..0.2.49'(.)...|....35?.0. L e e ]
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
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 Phthalic anhydride Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.86 20.45 ng 744331 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 93
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
3 Methvl hvdroaen phthalate 180 C9H804 004376-18-5 74

N-T2-Acetamidoethvithiolphthalimide 264 C12H12N203S 025158-14-9 64
5 Phthalimide 147 C8H5NO02 000085-41-6 64
Abundance Scan 1560 (10.863 min): BF097630.D (-1556) (-) m/z 104.00 100.00%
761 104.0
50.0
5000
- 148.0 10,60 10.80 11,00 11.20
0! B A B e e m/z 76.10 79.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 . L U UL SULRLE IR
50.0 148.0 10,60 10.80 11.00 11.20
m/z 50.00 54 .88%
-%%q|?§9'm -“l-l-"h”l'---l R S e AR R
m/z--> 20 40 80 100 120 140 160 180
Abundance
760 104.0 -
50.0 10.60 10.80 11.00 11.20
5000 ' m/z 74.00 16.66%
132.0
26.0
L L L B S L UL B DL W
m/z--> 20 40 80 100 120 140 160 180
Abundance #46241: Methyl hydrogen phthalate
76.0 104.0 10.60 10.80 11.00 11.20
50.0 m/z 38.00 12.43%
5000 149.0 /k
29.0
15.0 121.0135.0
Ol i ‘,ﬁ, 163.0 180.0
m/z--> 20 60 80 100 120 140 160 180 10. 60 10 80 11. 00 11. 20

8270-BF081117.M Mon Aug 14 15:38:47 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

Sample : 14723-01 100X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 10 Hexadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.99 3.18 ng 107900 Phenanthrene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonadecane 268 C19H40 000629-92-5 59

Abundance Scan 2092 (13.992 min): BF097630.D (-2086) (-) m/z 57.10 100.00%
57.1
e 8.0 Mj\vw/k
o 1130 13.60 13.80 14.00 14.20 14.40
(o} m/z 43.05 77 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 A DA B B B
85.0 13 60 13. 80 14. 00 14 20 14. 40
29.0 : m/z 71.05 54_.21%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 36.70%
85.0
29.0
o 113.0 141 0 184 0
m/z--> 50 Jo éo 85 160 150 140 160 180 260 250
Abundance #71393: Pentadecane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.05 30.58%
5000 85.0
29.0
0 \‘ ‘ H I 113 0 ) 141 0 169 0 212.0
m/z--> ' ' 6|0 8|0 1(')0 12'0 140 160 180 2(')0 250 13 60 13. 80 14. 00 14 20 14. 40

8270-BF081117.M Mon Aug 14 15:38:48 2017

OUTSIDE-FENCE

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

Sample : 14723-01 100X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.43 4.01 ng 136356 Phenanthrene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 59
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 53
Abundance Scan 2166 (14.427 min): BF097630.D (-2161) (-) m/z 43.05 100.00%
43.0 60.0
5000 1291
830 185.1 R AL DU ML B
111,1 14.20 14.40 14.60 14.80
o} m/z 60.00 97 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72646: Tridecanoic acid
430 | 30
5000
14.20 14.40 14.60 14.80
27l 129.0 1710 214.0 m/z  73.00 87.25%
97.0 :
O b Ml L ML. Nﬂ.. S - }??Iq B AR 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
43.0
14.20 14.40 14.60 14.80
5000 m/z 41.05 76.74%
129.0
2710 1010 157.0 200.0
0 1830
m/z--> ﬁo 45 eb éo 160 150 110 160 180 260 220
Abundance #50051: Undecanoic acid A EEREEE S S
60.0 14.20 14.40 14.60 14.80
m/z 55.00 70.67%
5000 430
970 85.0 129.0
186.0
o Illllﬂllmﬁl,l‘le M\ Lo .J..J.}?ﬂQ... I et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 1460 1480

8270-BF081117.M Mon Aug 14 15:38:49 2017

OUTSIDE-FENCE

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.83 190.03 ng 6457690 Phenanthrene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2404 (15.827 min): BF097630.D (-2388) (-) m/z 43.05 100.00%
43.0 73.0
5000
129.1
97.0 U B SRR BN B
157.1 1852 2132 256.3 15.60 15.80 16.00 16.20
Ob el m/z 59.95 90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 R SARBEEERER
15 60 15. 80 16. 00 16 20
m/z 73.00 84.47%
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
"' 15.60 15.80 16.00 16.20
5000 129.0 m/z 57.05 82.34%
83.0
157.0 1850 213.0 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid I i e AR REE
43.0 | 73.0 15.60 15.80 16.00 16.20
m/z 55.00 75.40%
5000 129.0 /{¥
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16. 00 16 20

8270-BF081117.M Mon Aug 14 15:38:49 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl16.60 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.60 8.56 ng 290749 Phenanthrene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-hexadecvl ester 326 C21H4202 1000282-86-4 47
2 2H-Pvran. tetrahvdro-2-I(2-nitro... 259 C13H25N04 1000188-29-8 43
3 2(3H)-Furanone. 5-heptvldihvdro- 184 C11H2002 000104-67-6 43
4 1-Phospha-1-butvne. 3.3-dimethvl- 100 C5H9P 078129-68-7 43
5 2H-Pyran, 2-[(6-bromohexyl)oxy]t... 264 C11H21BrO2 053963-10-3 43
Abundance Scan 2535 (16.598 min): BF097630.D (-2533) (-) m/z 85.00 100.00%
8.0

58.0

5000

3

16.20 16.40 16.60 16.80 17.00
m/z 58.05 53.63%

. 1111 4381 1651 1042

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #166232: Pentanoic acid, 4-hexadecy! ester
85.0
5000 57.0

16.20 16.40 16.60 16.80 17.00
m/z 55.00 50.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
85.0
R R e AR,
16.20 16.40 16.60 16.80 17.00
5000 56.0 m/z 43.05 49.20%
29.0
0 111.0 157.0  200.0 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48487: 2(3H)-Furanone, 5-heptyldihydro- I EERas mEaE o
85.0 16.20 16.40 16.60 16.80 17.00
m/z 41.05 41.47%
5000 410
128.0
oSOl L bsg 4 gono  aeo e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16. 40 16 60 16. 80 17. 00

8270-BF081117.M Mon Aug 14 15:38:50 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

Sample : 14723-01 100X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 2H-Pyran-2-one, 6-heptyltet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.77 16.08 ng 461914 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 6-heptviltetrahvdro- 198 C12H2202 000713-95-1 80
2 2H-Pvran-2-one. tetrahvdro-6-pro... 142 C8H1402 000698-76-0 68
3 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 64
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 49
5 2-Tetradecene, (E)- 196 C14H28 035953-54-9 30

Abundance Scan 2564 (16.768 min): BF097630.D (-2557) (-) m/z 55.00 100.00%

5000

-

16.40 16.60 16.80 17.00

152.1 1751192.2 213.1

0 m/z 99.05 83.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59574: 2H-Pyran-2-one, 6-heptyltetrahydro-
41.0 99.0
5000 1.0

16.40 16.60 16.80 17.00
m/z 41.05 76.87%

ok ik L 180 1360 16201001080
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
99.0
R B
16.40 16.60 16.80 17.00
5000 420 71.0 m/z 43.00 76.34%
15.0 124.0 142.0
o R NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3505: 2-Pyrrolidinone, 1-methyl- i B
99.0 16.40 16.60 16.80 17.00
m/z 69.10 47 .80%
42.0
5000
70.0
ZGHO H g |
oAl e = am—a
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00

8270-BF081117.M Mon Aug 14 15:38:50 2017

OUTSIDE-FENCE

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.89 67.81 ng 1947500 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 55
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2585 (16.892 min): BF097630.D (-2577) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
o7 oy 2 w2 Lol om0 1700 1720
Obrrr i . . m/z 57.05 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0 || 73.0

:

16.I60 16.I80 17.I00 17!20
m/z 60.00 75.13%

5000

241.0 284.0

207.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
B LA I o e e
16.60 16.80 17.00 17.20
5000 129.0 m/z 73.00 70.16%
83.0
157.0 185.0 213.0 256.0
0 107,0
L L B B B B B B R R R R R R EEEE RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid L B B L B
43.0 73.0 16.60 16.80 17.00 17.20
m/z 55.00 69.14%
5000 129.0
171.0
97.0 214.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF081117.M Mon Aug 14 15:38:51 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 16 unknownl7.54 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.54 3.18 ng 91356 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrimidine. 4-phenvl- 156 C10H8N2 003438-48-0 27
2 4-Phenvl-3-butvn-2-one 144 C10H80 001817-57-8 18
3 Bicvclol4.2.0locta-1.3.5-triene.... 144 C11H12 071721-26-1 16
4 1.3.4-Thiadiazol-2-amine. 5-ethvl- 129 C4H7N3S 014068-53-2 14
5 2,2"-Bi-1,3-dioxolane, 4,4,4",4"... 258 C14H2604 035528-76-8 14

Abundance Scan 2695 (17.539 min): BF097630.D (-2692) (-) m/z 129.00 100.00%

.0

5000

17.20 17.40 17.60 17.80
m/z 156.00 65.08%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28404: Pyrimidine, 4-phenyl-
156.0
129.0
102.0

5000
17.20 17.40 17.60 17.80

m/z 223.10 60.36%

26.0 51.0 76.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129.0
e
17.20 17.40 17.60 17.80
5000 m/z 75.00 53.27%

5.0 20 1m0

%

28.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20437: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(2-propenyl)- T
129.0 17.20 17.40 17.60 17.80
m/z 77.00 25.88%
5000 103.0
390 770
O,H T T O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17.80

8270-BF081117.M Mon Aug 14 15:38:51 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl7.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.63 5.43 ng 155916 Chrysene-di12 18.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-butvidihydro- 142 C8H1402 000104-50-7 46
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 46
3 Ethanone. 1-(3-butvloxiranvl)- 142 C8H1402 017257-80-6 46
4 1-Bromo-8-tetrahvdropvranvloxvoc... 292 C13H25Br02 050816-20-1 43
5 Valeric acid, tridec-2-ynyl ester 280 C18H3202 1000292-49-2 43

Abundance Scan 2711 (17.633 min): BF097630.D (-2708) (-) m/z 85.00 100.00%

5000

17.40 17.60 17.80 18.00

138.1161.1182.9  220.2241.1 264.2

(0} m/z 43.10 58.23%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19752: 2(3H)-Furanone, 5-butyldihydro-
85.0
5000 LA B L L L L LB
290 17.40 17.60 17.80 18.00
' 57.0 m/z 55.00 57.43%
Ll 124.0
R = RS Ra s S aa s SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
R R N EEERE RS
17.40 17.60 17.80 18.00
5000 85.0 m/z 41.00 50.03%
15.0 64.0 114.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19726: Ethanone, 1-(3-butyloxiranyl)- R B e e
43.0 17.40 17.60 17.80 18.00
m/z 57.10 43_.50%
85.0
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17. 60 17. 80 18. 00

8270-BF081117.M Mon Aug 14 15:38:52 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 19 unknownl18.28 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.28 4.47 ng 128498 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4.7-Tetramethvl-3.6.9-trioxa... 262 C13H3003Si 1000367-03-5 35
2 Isoaquinoline. 3.4-dihvdro- 131 C9HOSN 003230-65-7 30
3 3-Cvanobenzaldehvde 131 C8HS5NO 024964-64-5 27
4 1H-Indole. 3-methvl- 131 C9HOSN 000083-34-1 27
5 Glycine, N-butoxycarbonyl-, decy... 315 C17H33N0O4 1000313-46-6 27
Abundance Scan 2821 (18.280 min): BF097630.D (-2817) (-) m/z 130.10 100.00%

5000
173.1203.1 2393 3152 3712 18.00 18.20 18.40 18.60
0! b m/z 116.95 74.83%
m/z--> 50 100 150 200 250 300 350
Abundance #112158: 2,2,4,7-Tetramethyl-3,6,9-trioxa-2-silatridecane
73.0 117.0
5000 LN N L L L L LB LB
18.00 18.20 18.40 18.60
m/z 131.10 69.36%
41.0 175.0
0 L J .Ul 450 | 2050 247.0
—— e T
m/z--> 50 100 150 200 250 300 350
Abundance
130.0
e R an ma n TS
18.00 18.20 18.40 18.60
5000 m/z 43.00 51.87%
77.0
39.0
ob—— M o by 4
m/z--> 50 100 150 200 250 300 350
Abundance #13952: 3-Cyanobenzaldehyde A o Al BRRmsma
130.0 18.00 18.20 18.40 18.60
m/z 57.05 42 .48%
102.0
5000
50.0
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BF081117.M Mon Aug 14 15:38:52 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Aca On : 12 Aug 2017 10:24

Operator : SJ/JU

ﬁ?ggle ; 14723-01 100X gl it
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 20 unknownl18.36 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.36 10.19 ng 292587 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-(-)-Fucose. tetrakis(trimethvl... 539 C21H53N05Si5 1000380-39-1 43
2 L-(+)-Rhamnose. tetrakis(trimeth... 539 C21H53N05Si5 1000380-39-5 43
3 6.10.14-Trimethvl-pentadecan-2-o0... 342 C21H460Si 078695-23-5 38
4 m-Aminopbhenvlacetvlene 117 C8H7N 054060-30-9 38
5 Indole 117 C8H7N 000120-72-9 38
Abundance Scan 2835 (18.362 min): BF097630.D (-2829) (-) m/z 117.00 100.00%
117.0
5000 ~,ﬁ,ﬁ~__w_JLJL\AM¢~V~N~h~N
43.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
84.0 203.1 313.3 18.00 18.20 18.40 18.60
ol .d,“-. bl b gO3 L A e m/z 43.00  25.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #238421: L-(-)-Fucose, tetrakis(trimethylsilyl) ether, tri...
117.0
5000 73.0 AR AARSA AR ARRA
18100 1820 18.40 1860
m/z 130.05 23.55%
0280 | 1720 2190 2770 32103600 407.0 4500
m/z--> 50 160 150 260 250 300 350 400 450
Abundance
117.0
18.00 18.20 18.40 1860
5000 73.0 m/z 131.05 17.48%
01280 1720 2190 2770 3210 36003950  450.0
LA SR LA DU SURLELEL SURLELELN BURLELELN SURLELEL SURLELELSS BB B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178659: 6,10,14-Trimethyl-pentadecan-2-ol, O-trimethy/silyl i B nas Lo R
117.0 18.00 18.20 18.40 18.60
m/z 57.00 14.91%
73.0
ob—tlbpin A &0 N
m/z--> 50 100 150 200 250 300 350 400 450 18100 18.20 18.40 18.60

8270-BF081117.M Mon Aug 14 15:38:53 2017 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\

Data File : BF097630.D

Acq On : 12 Aug 2017 10:24 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14723-01 100X ClientSampleld :
Misc i OUTSIDE-FENCE
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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]
Hexanoic acid 7.27 14.7 ng 370713 1 7.51 505012 20.0
Nonane 7.32 3.0 ng 75965 1 7.51 505012 20.0
Heptanoic acid 8.38 8.7 ng 219041 1 7.51 505012 20.0
Decane 8.55 6.2 ng 227107 2 9.54 727801 20.0
Octanoic acid 9.45 23.9 ng 871020 2 9.54 727801 20.0
Undecane 9.63 3.5 ng 125444 2 9.54 727801 20.0
Nonanoic acid 10.38 23.2 ng 844896 2 9.54 727801 20.0
Phthalic anhydride 10.86 20.4 ng 744331 2 9.54 727801 20.0
Hexadecane 13.99 3.2 ng 107900 4 14.76 679660 20.0
Tridecanoic acid 14.43 4.0 ng 136356 4 14.76 679660 20.0
Pentadecanoic acid 15.83 190.0 ng 6457690 4 14.76 679660 20.0
unknown16 .60 16.60 8.6 ng 290749 4 14.76 679660 20.0
2H-Pyran-2-one, 6... 16.77 16.1 ng 461914 5 18.46 574371 20.0
Octadecanoic acid 16.89 67.8 ng 1947500 5 18.46 574371 20.0
unknownl17 .54 17.54 3.2 ng 91356 5 18.46 574371 20.0
unknownl7.63 17.63 5.4 ng 155916 5 18.46 574371 20.0
unknownl18.28 18.28 4.5 ng 128498 5 18.46 574371 20.0
unknownl18.36 18.36 10.2 ng 292587 5 18.46 574371 20.0
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