LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\

Data File : BF096044.D

Aca On : 20 Jun 2017 14:49 Instrument :
Operator : SJ/MA BNA_F

Sample - 13694-01 ClientSampleld :
Misc - NB-08-061417-A
ALS Vial : 3 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-BF060517.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 1.551 9 11 54 rvB 1787707 3852925 100.00% 14.927%
2 4.469 503 507 526 rBV 53691 163706 4.25% 0.634%
3 5.181 624 628 654 rBV 828198 1691846 43.91% 6.555%
4 6.869 911 915 925 rBV 962133 1598721 41.49% 6.194%
5 6.951 925 929 946 rVB 1248518 1974901 51.26% 7.651%
6 7.286 982 986 997 rBV 316485 426198 11.06% 1.651%
7 7.528 1021 1027 1047 rBvV 1000537 1381254 35.85% 5.351%
8 8.210 1138 1143 1161 rBV 707241 1068635 27.74% 4.140%
9 9.322 1327 1332 1345 rBV 460913 605852 15.72% 2.347%
10 11.104 1628 1635 1644 rVB 1633441 2087344 54.18% 8.087%

11 11.798 1748 1753 1760 rBV 260082 308948 8.02% 1.197%
12 12.139 1806 1811 1817 rBV2 490997 650012 16.87% 2.518%
13 12.704 1902 1907 1913 rBvV4 31782 48401 1.26% 0.188%
14 13.004 1953 1958 1962 rVB 29494 38823 1.01% 0.150%
15 13.439 2027 2032 2046 rBvV 677540 953723 24.75% 3.695%

16 13.768 2082 2088 2099 rBV2 29950 62104 1.61% 0.241%
17 14.533 2214 2218 2232 rVB 443479 594421 15.43% 2.303%
18 15.339 2349 2355 2362 rBV 108481 137129 3.56% 0.531%
19 15.592 2386 2398 2417 rBV 582849 1264900 32.83% 4.901%
20 16.315 2514 2521 2524 rBV 338015 379543 9.85% 1.470%

21 16.350 2524 2527 2530 rVV 298359 331052 8.59% 1.283%
22 16.374 2530 2531 2535 rVB2 38574 38910 1.01% 0.151%
23 16.480 2543 2549 2553 rBV 99293 158345 4.11% 0.613%
24 16.533 2553 2558 2560 rvVv 91005 130798 3.39% 0.507%
25 16.562 2560 2563 2573 rVV3 94480 188106 4._.88% 0.729%

26 16.703 2574 2587 2601 rVV 1200898 2855841 74.12% 11.064%
27 16.921 2619 2624 2628 rVB 1227526 1424451 36.97% 5.519%
28 18.180 2834 2838 2844 rVB4 89021 151824 3.94% 0.588%
29 18.268 2848 2853 2862 rBV 366934 483408 12.55% 1.873%

30 18.980 2971 2974 2980 rVB2 62293 84562 2.19% 0.328%
31 19.350 3033 3037 3039 rBV2 40790 54251 1.41% 0.210%
32 19.497 3059 3062 3065 rBv4 39500 45063 1.17% 0.175%
33 19.703 3094 3097 3099 rBvV 47557 50983 1.32% 0.198%

34 19.938 3133 3137 3144 rVB 314990 387593 10.06% 1.502%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.197 3179 3181 3189 rVB7 49865 71131 1.85% 0.276%
36 20.374 3209 3211 3215 rVB 63546 65475 1.70% 0.254%

Sum of corrected areas: 25811179
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096044.D
LI55

1500000
6.95

1000000 6.97 7.53

5.18
8.21

500000

N 4.47

I T T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF096044.D

T I
7.00 7.50

T T
6.00 6.50

T
8.00 8.50

11.10

1500000

1000000

13.44
15.59
500000 9.32 12.14 14.53

3%

15.34

12.7013.00 13.77

O e L e o e e B o e e e o B L B s e o e e e e LA A e i s e e A B B R

Time--> 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00 1350 1400 1450 15.00 1550 16.00 16.50
Abundance TIC: BF096044.D

1500000
5. 766.92

1000000

500000 18.27 19.94

18.98 19185470

e

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 Acetic acid, 1,1-dimethylet... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4._.47 7.68 ng 163706 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33

4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 3-Heptanol 116 C7H160 000589-82-2 9
Abundance Scan 507 (4.469 min): BF096044.D (-503) (-) m/z 43.10 100.00%

43.1
59.0
5000
101.1 e MmO
83.0 420 440 4.60 4.80
o) EEEEEEESERRY 1 MISSSOY | FRSEESEcs ChSPUS MS m/z 59.00 58.52%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 LANLINL L L L L L  LLLBL LLL B
420 4.40 4.60 4.80
90,0 101.0 m/z 101.10 22.30%
50 | ‘ 73.0 83.0
O e T T T T e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R L
420 4.40 4.60 4.80
5000 m/z 58.10 14.34%
101.0
15.0 58.0
28.0 69.0 84.0
O T T T T T T T e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- i e N B
43.0 420 440 460 4.80
m/z 41.00 9.23%
5000 50.0
SR T
R o LR T = = = e
miz--> 10 40 50 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.95 Concentration Rank 3

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

6.95 92.68 ng 1974900 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 929 (6.951 min): BF096044.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.0
00500 || % J S5 ok 700 7% "
0 -ttt m/z 68.05 37.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.86%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
660 6.80 7.00 7.20
5000 67.0 m/z 66.05 21.67%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS e
57.0 132.0 6.60 6.80 7.00 7.20
m/z 69.10 14.03%
74.0
5000 9go 1160
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.09 ng 62104 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Hexadecane 226 C16H34 000544-76-3 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2088 (13.768 min): BF096044.D (-2082) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.0 1340 13.60 13.80 14.00
(o} m/z 71.10 67.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0
5000
13.40 13.60 13.80 14.00
m/z 43.05 64 .93%
113.0 1410 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R S R
13.40 13.60 13.80 14.00
5000 m/z 85.10 47.54%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57.0 13.40 13.60 13.80 14.00
m/z 41.05 25.94%
5000 85.0
29.0
..q”.w.”q.“.“.np.”,””,”..“...”..”..“.“.”P.” R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Pentadecanoic acid, 14-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.34 4.61 ng 137129 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Dodecanoic acid. methyl ester 214 C13H2602 000111-82-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2355 (15.339 min): BF096044.D (-2349) (-) m/z 73.95 100.00%
74.0
5000
43.0
” | l 101.0 1431 185.2 227.2 270.1 15.00 15.20 15.40 15.60
Obr el bl L 20N sz 87.10  69.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0
15.00 15.20 15.40 15.60
m/z 43.05 29.39Y%
143.0
o AL TOum0 M0 a0 2mo  amo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
15.00 15.20 15.40 15.60
5000 m/z 55.00 23.61%
43.0 143.0
185.0
5150 1010453 9 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester e TS
74.0 15.00 15.20 15.40 15.60
m/z 41.00 23.48%
5000
43.0 143.0
0|1|5||Ollll|llll|lll |‘llfl-|(‘)-}lf)|]|-23lllpll|‘llll]:7|]|-|0||||‘|2|1|‘3|0|‘|||||?|5?|(|)|||| —v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.59 42 .56 ng 1264900 Phenanthrene-d10 14.53
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 20
Abundance Scan 2398 (15.592 min): BF096044.D (-2386) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291 _]/L\‘__
97.1 213.2 L B B B B
1571 1851 256.2 15.20 15.40 15.60 15.80 16.00
0! m/z 60.00 81.13%
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 A U SRR B
83.0 1520 1540 1560 1580 1600
60 | M/z 43.05 80.47%
|
0

H 157.0 1g50 2130 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 130

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
15.20 15.40 15.60 15.80 16.00

5000 m/z 57.10 67.66%
129.0 1710 214.0
97.0
; 152.0 195.0

Ot e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid L B e e
73.0 15.20 15.40 15.60 15.80 16.00

m/z 41.05 58.21%

sooo| B0 129.0
185.0
H 97.0 228.0
‘ | ‘ ull ‘ \“H h\ ly ‘ I ‘ 157 0 ‘ ] ‘

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.32 12.77 ng 379543 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95

Abundance Scan 2522 (16.321 min): BF096044.D (-2514) (-) m/z 67.05 100.00%

67.0

so00{ 411
‘ 1781 2202 2632 2942 16.00 16.20 16.40 16.60
0 ,....'|...':-|,. m/z 81.05 90.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000
16.00 16.20 16.40 16.60

m/z 55.05 59.69%

ol 123.0 149.0 4750 262.0 294.0
T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r

41.0
95.0 16.00 16.20 16.40 16.60
5000 m/z 95.05 57.02%
123.0
. 1500 1780 9530 2630 2940
L L L O L L L B B R R R R R RS REEEN LR EEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)- B B B B
410 670 16.00 16.20 16.40 16.60

m/z 41.10 48 .25%

5000 95.0
294.0
‘ h 12\?.0”\ 15?.0 I 178.0 220.0 26?0 ‘
T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.35 11.14 ng 331052 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 93
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
4 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 2527 (16.350 min): BF096044.D (-2524) (-) m/z 55.10 100.00%
5000 ~___~*__,~_~,AAN_,4JM\_//L\A\
111.1
139.1  180.2 2222 2643 mmmmmmmm

(o} m/z 41.05 70.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
’ _'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—r'_'_'_'—rr

5000
16.00 16.20 16.40 16.60
111.0 m/z 69.05 65.30%
. 1370 1800 2220 2640 g4
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
AR DA AR
84.0 16.00 16.20 16.40 16.60
5000 m/z 74.00 56.15%

110.0
280 137.0 1800 2220 2640
0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

16.00 16.20 16.40 16.60
m/z 43.05 56.14%

222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

5000

180.0

8270-BF060517.M Wed Jun 21 17:27:19 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Methyl stearate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.48 6.55 ng 158345 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 94
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 2549 (16.480 min): BF096044.D (-2543) (-) m/z 74.00 100.00%

1710 1991 5075 2552 g5 16.20 16.40 16.60 16.80

740
5000 43.0

0 m/z 87.00 81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 430 LN L I L L LB
16. 20 16. 40 16. 60 16. 80
143.0 m/z 43.05 39.47%
. 298.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
16.20 16.40 16.60 16.80
5000 m/z 41.05 27 .50%
43.0
1010 30 .., 2130 2560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119405: Hexadecanoic acid, methyl ester L B e e
74.0 16.20 16.40 16.60 16.80
m/z 143.10 25.13%
5000 43.0
15.0) M‘ J foro 180 yg55 2270 2700
Obrrr e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80

8270-BF060517.M Wed Jun 21 17:27:19 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecyne Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.53 5.41 ng 130798 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecvne 250 C18H34 035365-59-4 87
2 1-Tetradecvne 194 C14H26 000765-10-6 86
3 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 80
4 1-Tridecvne 180 C13H24 026186-02-7 80
5 Cyclohexanone, 4-ethenyl- 124 C8H120 001740-64-3 76

Abundance Scan 2558 (16.533 min): BF096044.D (-2553) (-) m/z 67.05 100.00%

67.0

5000

16.20 16.40 16.60 16.80

0 m/z 81.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #102603: 9-Octadecyne
81.0
41.0
5000
96.0 16.20 16.40 16.60 16.80
‘ m/z 41.00 73.90%

ki
X W DT R Y WJML
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0
_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_

43.0 16.20 16.40 16.60 16.80
5000 m/z 55.10 67.51%

96.0
27)0
0 66.0 123.0138.0 154.0
L B e o ML HE IS A e o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: B e e A

Bicyclo[2.2.2]octane, 2-methyl-

67.0 95.0 16.20 16.40 16.60 16.80
124.0 m/z 95.05 60.06%
L, | \
o e PSR T T T T
m/z--> 20 40 60 80 100 120 140 160 180 16.20 16.40 16.60 16.80

8270-BF060517.M Wed Jun 21 17:27:20 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecenoic acid, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.56 7.78 ng 188106 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 87
2 Oleic Acid 282 C18H3402 000112-80-1 83
3 Cvclotetradecane 196 C14H28 000295-17-0 53
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 47
5 Bicyclo[2.2.1]heptan-2-0l, 3,3-d... 140 C9H160 000515-28-6 46
Abundance Scan 2563 (16.562 min): BF096044.D (-2560) (-) m/z 55.10 100.00%

207.1  241.22%%2 mmmmmmmm

Of m/z 69.05 85.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

5000
16.20 16.40 16.60 16.80
m/z 41.10 80.45%

' 264.0
1370 1650 1930 2220
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_r

83.0 16.20 16.40 16.60 16.80
5000 m/z 83.10 69.12%

280 111.0
' 264.0
o 138.0 165.0 194.0 222.0
L L L L B L L L B L B R R R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58277: Cyclotetradecane S L L B

16.20 16.40 16.60 16.80
m/z 43.05  68.50%

111.0
139.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

5000

8270-BF060517.M Wed Jun 21 17:27:21 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.70 118.15 ng 2855840 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
Abundance Scan 2586 (16.698 min): BF096044.D (-2574) (-) m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.2
1. 157.1 213 2241'2 284.3 16.40 16.60 16.80 17.00
oLl B e R e m/z 43.10 92 .69%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,/73.0
16.40 16.60 16.80 17.00
“ 185.0 2410  284.0 m/z 60.00 80.18%
1 . )
oLy i IF%?IJII15?Q\II 2130, | T —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
16.40 16.60 16.80 17.00
5000 129.0 m/z 57.10 79.87%
1990 242.0
101.0 157.0
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester =TT TR
43.0 16.40 16.60 16.80 17.00
m/z 55.10 66.43%
73.0
129.0
185.0
1.0 213.0241.0
Ob— -‘|'-\‘U-'“:!ﬂ|L -J"‘-“l -‘1|5‘7-.0-\- T ‘| -‘-‘- -{|‘- +— -3|1-1'9- T -37-2-0 L B B
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00

8270-BF060517.M Wed Jun 21 17:27:22 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.18 6.28 ng 151824 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 2838 (18.180 min): BF096044.D (-2834) (-) m/z 83.10 100.00%
430, 831
5000
25.1 LIRS NS AN BN
167.1 234.1 17.80 18.00 18.20 18.40
0 T o T o SIS m/z 57.05 92.24Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
550 g
5000 LIS NS AU B
17.80 18.00 18.20 18.40
m/z 97.10 85.62%
39.0
oo LIf L b ) 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
or.0 17.80 18.00 18.20 18.40
5000 m/z 69.10 83.92%
ot LARLLLIR . (980 290 a0 WJ\MWW
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e EARRs RS
57.0 17.80 18.00 18.20 18.40
m/z 43.05 82.39Y%
97.0
- Wmﬂuwan/vvwa\thkﬁﬂvwwjkv
169.0
oL i pdsro | 240 2690 420.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 17.|80 18.|00 18.|20 18.|40 '

8270-BF060517.M Wed Jun 21 17:27:23 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Sulfurous acid, octadecyl 2... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.98 3.50 ng 84562 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 64
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 64
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 50
Abundance Scan 2974 (18.980 min): BF096044.D (-2971) (-) m/z 57.10 100.00%
57.1
5000
2170 18.60 18.80 19.00 19.20
O'yrerty : m/z 43.10 80.07%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
5000 AR SRR BN B
7.0 18.60 18.80 19.00 19.20
m/z 71.10 63.80%
0 i ‘ ‘ \‘ ‘\ ‘\155 0 253 0
mz-> 0 50 100 150 200 2%0 300 350 400 450 500 550 600 650
Abundance
57.0
18.60 18.80 19.00 19.20
5000 m/z 69.10 51.46%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate e EARRs RS
57.0 18.60 18.80 19.00 19.20
m/z 85.10 46 .34%
5000
1.0
ob J 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 18.60 18.80 19.00 19.20

8270-BF060517.M Wed Jun 21 17:27:24 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Sulfurous acid, butyl hepta... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.80 ng 54251 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 58
2 Pentacosane 352 C25H52 000629-99-2 52
3 Heneicosane 296 C21H44 000629-94-7 49
4 Triacontane 422 C30H62 000638-68-6 49
5 Hexacosane 366 C26H54 000630-01-3 46
Abundance Scan 3037 (19.350 min): BF096044.D (-3033) (-) m/z 57.10 100.00%
57.1
5000
521831 2227 256.1 19.00 19.20 19.40 19.60
o} R B I m/z 71.10 66.27%
m/z--> 50 100 150 200 250 300 350
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
5000 AR AN IR BN B
85.0 19.00 19.20 19.40 19.60
m/z 85.10 56.42%
0 A OH ‘ “‘\ “‘ \‘\11\3 0141 0169 0 210.0239.0 2910
m/z--> 50 100 150 200 2éo 300 350
Abundance
57.0
19.00 19.20 19.40 19.60
5000 85.0 m/z 43.10 51.93%
113.0
oL 20 141.0169.0  211.0239.0267.0295.0323.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R EE R a s
57.0 19.00 19.20 19.40 19.60
m/z 41.05 43 _47%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
m/z--> 50 100 150 200 250 300 350 19.00 19.20 1940 19.60

8270-BF060517.M Wed Jun 21 17:27:24 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl19.50 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.50 2.33 ng 45063 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 49
2 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 46
3 Disparlure 282 C19H380 029804-22-6 38
4 Cvclopentanecarboxamide. N-(3-ni... 234 C12H14N203 1000307-03-0 38
5 3,3,3-Trifluoro-N-(6-methyl-3-is... 276 C8H6F6N202 304444-12-0 35
Abundance Scan 3062 (19.497 min): BF096044.D (-3059) (-) m/z 57.10 100.00%
5%.1
5000
310.2 110.20 19.40 19.60 19.80
0! m/z 43.10 84.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126193: 1,19-Eicosadiene
55.0
5000 LSRN AR NN SR
19.20 19.40 19.60 19.80
m/z 69.05 80.65%
0 1380  180.0 208.0 250.0 278.0

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

55.0

82.0 19.20 19.40 19.60 19.80
5000 m/z 83.10 60.81%

29.0

109.0
138.0 166.0 194.0  236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129458: Disparlure A Emma s e
43.0 19.20 19.40 19.60 19.80
69.0 m/z 82.00 60.10%
5000
97.0
141.0 183.0
0 Ll ' 211.0 239.0 282.0
e I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.20 19.40 19.60 19.80

8270-BF060517.M Wed Jun 21 17:27:25 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 18 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.70 2.63 ng 50983 Perylene-d12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 89
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 80
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 3096 (19.697 min): BF096044.D (-3094) (-) m/z 57.10 100.00%
57.1
5000

113.1 LIS L L L L ) L

| 150.0 178.1 207.8230.1 260.0 285.1 19.40 19.60 19.80 20.00
O il m/z 71.10 62.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57.0
85.0
5000 LI B L L L L L L L
19. 40 19. 60 19. 80 20 00
113.0 m/z 43.05 57.48%
29.0
o ‘ | 110 1690 1970 2250 2530 2820
T e e e e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R RREEE s
19.40 19.60 19.80 20.00
5000 85.0 m/z 85.05 50.92%
29.0

113.0 141.0 169.0 197.0 2250 268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- A Emma s e
57.0 19.40 19.60 19.80 20.00
m/z 41.10 18.20%
5000 850

113.0

o S S| Y Y - P AR — L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19. 60 19. 80 20 00

8270-BF060517.M Wed Jun 21 17:27:26 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096044.D

Aca On : 20 Jun 2017 14:49

Operator : SJ/MA

Sample : 13694-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrimidine, tetrachloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.20 3.67 ng 71131 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrimidine. tetrachloro- 216 C4CI4N2 001780-40-1 53
2 Dodecanal 184 C12H240 000112-54-9 43
3 1.19-Eicosadiene 278 C20H38 014811-95-1 38
4 16-Octadecenal 266 C18H340 056554-87-1 38
5 13-Oxabicyclo[10.1.0]tridecane 182 C12H220 000286-99-7 38
Abundance Scan 3181 (20.197 min): BF096044.D (-3179) (-) m/z 82.05 100.00%
5000
2831 LRI SN SN B
| ] 35|7'1 19.80 20.00 20.20 20.40 20.60
0 L m/z 43.10 94.40%
m/z--> 50 100 150 200 250 300 350
Abundance #74436: Pyrimidine, tetrachloro-
218.0
5000 g5.0 120.0 181.0 N —
0 19:80 20.00 20.20 20.40 20.60
a7 m/z 69.10 87.77%
oL— Ih‘l I \I\ |“|“|M|”|“ |“|1|47|.0| . IM‘I = “: B R B
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
19:80 20.00 20.20 20.40 20.60
5000{ L4, 96.0 m/z 57.10 83.90%
' 140.0
o . —
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene A EEE TS
55.0 19.80 20.00 20.20 20.40 20.60
82.0 m/z 96.10 66 .35%
5000
09.0
o %OJI hﬂwhmmmmnmmmmo
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\

Data File : BF096044.D

Acq On : 20 Jun 2017 14:49 Instrument :
Operator : SJ/MA BNA_F

Sample - 13694-01 ClientSampleld :
Misc - NB-08-061417-A
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
Acetic acid, 1,1-... 4.47 7.7 ng 163706 1 7.29 426198 20.0
unknown6 .95 6.95 92.7 ng 1974900 1 7.29 426198 20.0
Nonadecane 13.77 2.1 ng 62104 4 14.53 594421 20.0
Pentadecanoic aci... 15.34 4.6 ng 137129 4 14.53 594421 20.0
n-Hexadecanoic acid 15.59 42.6 ng 1264900 4 14.53 594421 20.0
9,12-Octadecadien... 16.32 12.8 ng 379543 4 14.53 594421 20.0
9-Octadecenoic ac... 16.35 11.1 ng 331052 4 14.53 594421 20.0
Methyl stearate 16.48 6.5 ng 158345 5 18.27 483408 20.0
9-Octadecyne 16.53 5.4 ng 130798 5 18.27 483408 20.0
9-Octadecenoic ac... 16.56 7.8 ng 188106 5 18.27 483408 20.0
Octadecanoic acid 16.70 118.2 ng 2855840 5 18.27 483408 20.0
1-Heneicosanol 18.18 6.3 ng 151824 5 18.27 483408 20.0
Sulfurous acid, o... 18.98 3.5 ng 84562 5 18.27 483408 20.0
Sulfurous acid, b... 19.35 2.8 ng 54251 6 19.94 387593 20.0
unknown19 .50 19.50 2.3 ng 45063 6 19.94 387593 20.0
Eicosane 19.70 2.6 ng 50983 6 19.94 387593 20.0
Pyrimidine, tetra... 20.20 3.7 ng 71131 6 19.94 387593 20.0
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