LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample : H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.735 12 13 49 rVB 1413780 3515896 36.88% 5.608%
2 4.010 209 212 218 rBV 304444 488079 5.12% 0.778%
3 4.741 274 276 290 rBV 764955 1281740 13.44% 2.044%
4 5.198 313 316 340 rBV 3531763 4444008 46.61% 7.088%
5 6.273 406 410 412 rBV 3461442 4674506 49.03% 7.456%
6 6.387 417 420 422 rBV 4185988 4560752 47 .84% 7.274%
7 6.616 438 440 451 rVB 1094790 1156593 12.13% 1.845%
8 6.776 451 454 456 rBV 3230618 3333501 34.96% 5.317%
9 7.187 487 490 492 rBV 2651944 2735221 28.69% 4.363%
10 7.907 550 553 555 rBV 1173776 1444002 15.15% 2.303%
11 8.982 645 647 650 rvv 4503993 4463905 46.82% 7.120%
12 9.073 654 655 657 rvv 76074 95871 1.01% 0.153%
13 9.130 657 660 663 rvB2 45321 97382 1.02% 0.155%

14 9.382 679 682 684 rBV 1439370 1365993 14.33% 2.179%
15 9.599 700 701 703 rBV 112853 125931 1.32% 0.201%

16 9.645 703 705 708 rBV 1372017 1588953 16.67% 2.534%
17 9.839 719 722 723 rBV2 55735 120500 1.26% 0.192%
18 9.965 731 733 737 rBV3 43314 95511 1.00% 0.152%
19 10.102 744 745 747 rVB 287564 206734 2.17% 0.330%
20 10.319 762 764 767 rBV 176467 229794 2.41% 0.367%

21 10.433 772 774 781 rVB 2591481 2759258 28.94% 4.401%
22 10.570 784 786 789 rBV 391111 544005 5.71% 0.868%
23 10.765 801 803 805 rBvV 88932 114746 1.20% 0.183%
24 11.016 823 825 826 rBV 322070 271898 2.85% 0.434%
25 11.051 826 828 832 rVB 125064 162189 1.70% 0.259%

26 11.119 832 834 838 rBV 1518449 1536819 16.12% 2.451%
27 11.439 860 862 865 rBvV 244349 228239 2.39% 0.364%
28 11.542 869 871 873 rBV 2209106 2025424 21.24% 3.231%
29 11.679 881 883 886 rBv2 105065 183500 1.92% 0.293%
30 11.736 886 888 893 rvB4 46890 112428 1.18% 0.179%

31 11.839 893 897 901 rBV 133563 233120 2.45% 0.372%
32 12.159 923 925 928 rBv4 56575 104761 1.10% 0.167%
33 12.239 928 932 938 rBv2 3898717 9534290 100.00% 15.207%
34 12.331 938 940 942 rBV2 924802 1002230 10.51% 1.599%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample : H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.376 942 944 946 rBV 157402 204252 2.14% 0.326%

36 12.559 957 960 962 rvB2 297372 417481 4._.38% 0.666%
37 12.605 962 964 967 rvB2 99388 131201 1.38% 0.209%
38 12.708 970 973 975 rBV 3254463 3642467 38.20% 5.810%
39 12.811 980 982 985 rVB3 47466 96052 1.01% 0.153%
40 12.879 986 988 989 rvv 232930 229514 2.41% 0.366%

41 12.971 993 996 998 rvv3 109918 233274 2.45% 0.372%
42 13.051 1001 1003 1006 rBVZ2 119892 224933 2.36% 0.359%
43 13.611 1050 1052 1055 rBV 249615 278357 2.92% 0.444%
44 13.736 1060 1063 1065 rBV 1196105 1325540 13.90% 2.114%
45 14.628 1139 1141 1144 rBVY 145182 217866 2.29% 0.347%

46 15.085 1178 1181 1183 rBV 615788 856592 8.98% 1.366%

Sum of corrected areas: 62695308
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090017.D
6.39
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.01 8.44 ng 488079 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 212 (4.010 min): BF090017.D (-209) (-) m/z 55.10 100.00%
55 83
5000 43 k
98
T
34, 50 3.60 3.80 4.00 4.20 4.40
ot R 267 7l L m/z 83.10 93.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 [ T
29 98 3.60 3.80 4.00 4.20 4.40
m/z 43.05 43.61%
0 “ 3?‘m 49 || 6267 77 | 89
mz-> 10 20 3'0 0 50 60 70 8 90 100
Abundance
83
55 360 3.80 4.00 4.20 4.40
5000 43 m/z 98.10 34.67%
98
29
o 23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3363: 2-Pentene, 2,4-dimethyl- R e A mma o
55 83 3.60 3.80 4.00 4.20 4.40
m/z 39.10 30.13%
5000 41
27 o7 %8
1 N Ll 82, ], 77
S L S SR SRS S U UL I W NSRBI NAAB N
m/z--> 10 40 50 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.74 22.16 ng 1281740 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 276 (4.741 min): BF090017.D (-274) (-) m/z 43.05 100.00%

43
5000 59

S I NU——
a3 101 440 460 4.80 5.00

o Y| = . m/z 59.10 50.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.40 4.60 4.80 5.00
59 m/z 101.10 15.04%

101
0 2134 | 51 ‘ 67 83 g1
T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

4.40 4.60 4.80 5.00

5000 M m/z 58.10 13.99%
68
o 50 126 142
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate S EEEEEE T S , .
43 440 460 480 5.00

m/z 41.10 8.49%

5000
58
Yo i 100

L R ARABARaLs

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 4 unknown6.39 Concentration Rank 2

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

6.39 78.87 ng 4560750 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 420 (6.387 min): BF090017.D (-417) (-) m/z 132.10 100.00%
132
5000 68 AL
5 ————
40 _ 54 75 104 6.00 6.20 640 6.60 6.80
Obrr e O ..l.'....,..5.‘?,...'.,.':..,.1.1.5.,....,~'...,... m/z 68.10 38.70%
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
5000 RS ARE LAREE RRREE R
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.10 32.91%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 67 m/z 66.05 24 .56%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.10%

5000
104
51 66 77
14 27 37443558 " 1 g9 97 | 115
e | N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 6 Decane, 3,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.89 ng 229794 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
3 Heptacosane 380 C27H56 000593-49-7 72
4 Octacosane 394 C28H58 000630-02-4 64
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
Abundance Scan 764 (10.319 min): BF090017.D (-762) (-) m/z 57.10 100.00%
g7
5000
Jl T 10.00 10.20 10.40 10.60
113 169 : : : :
oL .-I.", LA T 20 m/z 43.10 46.83%
m/z--> 50 100 150 200 250 300 350
Abundance #38343: Decane, 3,6-dimethyl-
57
5000 SR SRR AR AR BRRR
85 10,00 10,20 10.40 10.60
13 m/z 71.10 44 .24%
0 \‘ \L .‘l‘.“.‘l.“..1‘.‘11|.17.O..|....|....|....|....
m/z--> 100 150 200 250 300 350
Abundance
57
10.00 10.20 10.40 10.60
5000 m/z 41.10 22 .33%
29
. 85 113 15g 184
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R R ma AR
57 10.00 10.20 10.40 10.60
m/z 85.10 20.69%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
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\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 7 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.57 7.08 ng 544005 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Decane, 5-propyl- 184 C13H28 017312-62-8 87
Abundance Scan 786 (10.570 min): BF090017.D (-784) (-) m/z 57.10 100.00%
g7
43
5000
99 113 10.20 10.40 10.60 10.80
o 127 141 155 169181 196 220 240 n/z 43.10 73490
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 USRS B
10 20 10 40 10. 60 10.80
29 m/z 71.10 54 _.61%
oL 15 “ AL 9% 113 127 141 155 169 198
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 260 250 250
Abundance
43 57
10.20 10.40 10.60 10.80
5000 & m/z 85.10 35.75%
85
29 9
. 113127141 1% 183 108
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 250 250
Abundance #83051: Dodecane, 2-methyl-6-propyl- R B Al
43 57 10.20 10.40 10.60 10.80
- m/z 41.10 30.59%
5000 85
99 140
0 Lol L T 181277 154166 1?2195 226
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 160 180 200 220 24'10 10 20 10 40 10. 60 10. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 8 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.02 3.54 ng 271898 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 9-methylheptadecane 254 C18H38 026741-18-4 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 825 (11.016 min): BF090017.D (-823) (-) m/z 57.10 100.00%
57
5000 85
3 113 184 10.80 11.00 11.20 11.40
0 ...,....',...I,..'..,.'..."|,..f.,...1.‘,1.0...1,(??..,....,.2.1..1 e || M7z 43.10  73.78%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #59880: Tetradecane
57
5000 85 LRI B B I B
10 80 11. oo 11.20 11.40
29 m/z 71.10 57.37%
0 | 1:\!-3 141 169 198
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 3(')0 350 34'10
Abundance
57
o "' 10:80 11.00 11.20 1140
5000 m/z 85.10 38.08%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane T T
57 10.80 11.00 11.20 11.40

m/z 41.10 31.17%
5000 85
29 113

o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 80 11. OO 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 9 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.44 2.97 ng 228239 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 862 (11.439 min): BF090017.D (-860) (-) m/z 57.10 100.00%

57

5000

11.20 11.40 11.60 11.80

141 165180195211

0! m/z 43.10 69.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane
57
5000 4 85 L B B B

11.20 11.40 11.60 11.80
m/z 71.10 54.82%

113 141 169 198

26 ()

o NN /G M P N NP RSN MR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L m maS R G R
11.20 11.40 11.60 11.80
5000 m/z 85.10 35.91%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R R ET e
57 11.20 11.40 11.60 11.80
m/z 41.10 28.38%
85
5000
4
113
. 2 | | R e 197 225 253268 29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 10 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.54 26.36 ng 2025420 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 871 (11.542 min): BF090017.D (-869) (-) m/z 74.05 100.00%
74
87
5000 43

7 143 227 I|IIII|IIII|IIII|||||||
J 101115129 | 157171185199213 | 241 270 11.20 11.40 11.60 11.80

4SS AR S 1 S S sl M e A - o m/z 87.10 74.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L L L L L L L BN B
43 11.20 11.40 11.60 11.80
7 143 m/z 43.10 40.22%
ol ‘ | 101115129 | 157171185199513227 541 270
T B B i w o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
RN e
87 11.20 11.40 11.60 11.80
5000 m/z 55.10 29.47%
43
29 57
ol 1011151201%3157 171185199213 242
L L o B e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester e e A
74 11.20 11.40 11.60 11.80
m/z 41.10 28.22%
87
5000 43
/ 129143 185
) | 1) 101115120 157171185000 228
R = =AM e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 11 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.03 ng 233120 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 897 (11.839 min): BF090017.D (-893) (-) m/z 57.10 100.00%
g7
5000
85
113 11.60 11.80 12.00 12.20
ol \ ok mo g0 164188 218 oM | W/Z 43.10 75.45%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 LI SR BB BN B
11.60 11.80 12.00 12.20
29 m/z 71.10 53.51%
0 \‘ \‘ h “\ Ii \\‘ 1%‘\-3 il 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,60 11.80 12,00 12.20
5000 g5 m/z 85.10 34.00%
29
0 113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e T AER
57 11.60 11.80 12.00 12.20
m/z 41.10 28.98%
5000
85
0 ?9 (118 141 169 197 225 253 281 323 351 380
LU B B R R B B N B N N N B B N B N B B N B BN B B N NN N B B N N B B N N B B B —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 12 6-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.24 124.08 ng 9534290 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
3 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 98
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
Abundance Scan 932 (12.239 min): BF090017.D (-928) (-) m/z 55.10 100.00%
5000 {\
3 123135 o 180 207222 545264 9o 12.00 12:20 12.40 12.60

(o} m/z 41.10 72.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141307: 6-Octadecenoic acid, methyl ester, (2)-
41
74

5000
71200 12,20 12140 12,60
m/z 43.10 56.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

12 00 12.20 12.40 12.60

o

5000 m/z 69.10 52 .55%

4 g7
L2 123138153 180 507222 546 2% 09
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester

12 00 12.20 12.40 12.60

m/z 74.10 43.75%

A

74
5000

29

137152 180 507222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF083116.-M Thu Sep 08 11:18:09 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Methyl stearate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.33 13.04 ng 1002230 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 940 (12.331 min): BF090017.D (-938) (-) m/z 74.10 100.00%
74
5000 43
h 143 -
199 12.00 12.20 12.40 12.60
298
I 1 1:-.1..'-,..1=1~.?....,|....' b2l ZF 0 Thzz 87.05  76.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74
5000 43 S RN SO BN U
12.00 12.20 12.40 12.60
143 298 m/z 43.10 40.34%
m/z--> 20 45 éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
74
12.00 12.20 12.40 12.60
5000 m/z 55.10 29.75%
55 143 255
o7 199 298
o 115 171 227 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester RN S RREAA R
74 12.00 12.20 12.40 12.60
m/z 41.10 25.39%
5000 57 298
4 143
18 ‘ ‘ 97 ‘ 199
A T e U St da
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF083116.-M Thu Sep 08 11:18:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 14 2-Heptadecenal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.38 2.66 ng 204252 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecenal 252 C17H320 1000143-48-6 89
2 Cetene 224 C16H32 000629-73-2 86
3 3-Heptadecene, (2)- 238 C17H34 1000141-67-3 81
4 8-Heptadecene 238 C17H34 002579-04-6 76
5 2-Methyl-E-7-hexadecene 238 C17H34 064183-52-4 70
Abundance Scan 944 (12.376 min): BF090017.D (-942) (-) m/z 55.10 100.00%
41
5000
125 148 165179 196 211 2262 9 264 12.0'0I I1'2'2'0I I:I.I2I4I0I I:I.IZ(:‘:()I ol
Ot m/z 41.10 76 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104153: 2-Heptadecenal
43 57
83
97
12.00 12.20 12.40 12.60
111 m/z 69.10 69.19%
0 ‘ | 124138 165 194207 225 251
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
69 83 12.00 12.20 12.40 12.60
5000 o7 m/z 43.10 69.13%
o7 111 ,
ol 12 ! 5139154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92568: 3-Heptadecene, (2)- T T T
4 9 g3 12.00 12.20 12.40 12.60
97 m/z 57.10 63.47%
5000
125 238
o 139 154168182195 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 15 Methyl 10-trans,l12-cis-octa... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 6.30 ng 417481 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 10-trans,l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 9,12-Octadecadienoic acid (Z,Z2)-... 294 C19H3402 000112-63-0 94
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 94
4 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 90
5 Ethyl 9,12-hexadecadienoate 280 C18H3202 1000336-70-1 90
Abundance Scan 960 (12.559 min): BF090017.D (-957) (-) m/z 67.10 100.00%
g7
5000 \

202 IIIIIIIIIIIIIIIII|I
263 294 12.20 12.40 12.60 12.80

0 226 m/z 81.10  69.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate

135150

178

67

5000 e R RERREEEEEE
12. 20 12. 40 12.60 12.80
294 m/z 95.10 46.52%
. 135150 178165 220 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'
41 95 12.20 12.40 12.60 12.80
5000 m/z 41.10 41.43%

110
294
. 15 135150 178 196 220 237 263
L O L L B B B L N R RN EEEEEREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139735: 9,11—Octadecadienoic acid, methyl ester, (E,E)- L B

12.20 12.40 12.60 12.80
m/z 55.10 40.42%

294
263
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 16 1i-Propyl 6,9,12-hexadecatri... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.88 3.46 ng 229514 Chrysene-di2 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 i-Propyl 6,9,12-hexadecatrienoate 292 C19H3202 1000336-78-1 95
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 93
3 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1000336-40-2 93
4 5-Dodecyne 166 C12H22 019780-12-2 70
5 4-Tetradecyne 194 C14H26 060212-33-1 62
Abundance Scan 988 (12.879 min): BF090017.D (-986) (-) m/z 67.05 100.00%

67
41
5000

240 12:60 12.80 13.00 13.20
257273288
0f m/z 81.10 79.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138062: i-Propyl 6,9,12-hexadecatrienoate
79

5000

12:60 12,80 13.00 13.20
m/z 41.10 71.01%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
R IR R R
12.60 12.80 13.00 13.20
5000 93 m/z 79.10 68.14%
121
26 149 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate B A RRREE R
12.60 12.80 13.00 13.20
m/z 55.10 66.29%

5000

5250 271289 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.97 3.52 ng 233274 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 64
2 Methyl myristoleate 240 C15H2802 056219-06-8 59
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 59
4 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 59
5 9-Octadecenal, (2)- 266 C18H340 002423-10-1 35

Abundance Scan 996 (12.971 min): BF090017.D (-993) (-) m/z 55.10 100.00%

5000

232 LI ILELILILE BRI L LN L LA B
123159 155 175 194 216 | 250 2p9 292 12.60 12.80 13.00 13.20

m/z 69.10 54 .82%

04
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
5

74

5000 LA L L L L L L L LB B
12.60 12.80 13.00 13.20
123 m/z 43.10 43 .33%
180
. 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
T T
74 12.60 12.80 13.00 13.20
5000 9% m/z 41.10 41 .09%
166
a4 124 208
15 151 190 | 223240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)- R R RREEEEa
5 12.60 12.80 13.00 13.20

m/z 57.10 39.45%

5000

137152 154194 514 236

268
e e R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 18 Eicosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.05 3.39 ng 224933 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1003 (13.051 min): BF090017.D (-1001) (-) m/z 74.10 100.00%
7
5000 43
143 283
171 199 227 55 12.80 13.00 13.20 13.40
o m/z 87.05 76.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000 AN SRR RN LN I
12.80 13.00 13.20 13.40
143 26 m/z 43.10 42 _31%
ohrt L) it | 199 227 g5 283
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 260 300 320
Abundance
74
' 12:80 13.00 13.20 13.40
5000 m/z 55.10 33.91%
43
143
ol 26 97 115 163 185 53 241 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester e RARREEE RS
74 12.80 13.00 13.20 13.40
m/z 57.10 26.36%
5000
43
97 143 298
0 18 ‘ ‘ J‘ il b 1\15 ‘ 171 199 227 255 279
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:80 13.00 13.20 13.40

8270-BF083116.-M Thu Sep 08 11:18:14 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 1-Nonadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.61 4.20 ng 278357 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
3 1-Docosene 308 C22H44 001599-67-3 96
4 Cycloeicosane 280 C20H40 000296-56-0 95
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 1052 (13.611 min): BF090017.D (-1050) (-) m/z 57.10 100.00%
57
83
5000 4
139 231 250 13.20 13.40 13.60 13.80 14.00
— 154170186 209 267 291308 n/z  43.10 90 . 09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115904: 1-Nonadecene
41
5000 LR I BRI BN
13.20 13.40 13.60 13.80 14.00
139 266 m/z 55.10 85.24%
ol15 | ﬂ‘ 167 196 99238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 72.97%
29 111
o 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151537: 1-Docosene A RREEE RS E ST
13.20 13.40 13.60 13.80 14.00
m/z 97.10 64 .73%
o \/\/V“LW
o 153 181 200 938 264280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample - H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : 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 20 N,N-Dimethyl-2-cyclohexylox... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.63 5.09 ng 217866 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 72
2 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
3 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
4 Isothiazole-4-carbonitrile, 3,5-... 316 C12H20N4S3 340816-58-2 64
52

,5-Di(trifluoromethyl)benzoic a... 329 C13H13F6NO2 1000357-36-5 64

Abundance Scan 1141 (14.628 min): BF090017.D (-1139) (-) m/z 58.10 100.00%
58
5000
14.40 14.60 14.80 15.00
84 109129 157 365
OL il g JOOTE9 7 189 213236257 281 307 344399386 | Th/z 55.10  8.48%
m/z--> 0 50 100 150 200 250 300 350
Abundance #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine
58
5000 LANLINLIL B L L L LB
14.40 14.60 14.80 15.00
m/z 41.10 7.25%
0 30 fo il 82 171
e
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
R B A B
14.40 14.60 14.80 15.00
5000 m/z 43.10 6.85%
oL 28 84 114 157
T T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate R B A B
58 14.40 14.60 14.80 15.00
m/z 72.05 6.75%
5000
101
30
ol Ay | ittt s
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090017.D

Acq On : 7 Sep 2016 21:02

Operator : UM/SJ

Sample : H4686-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
3-Penten-2-one, 4. .. 4_.01 8.4 ng 488079 1 6.62 1156590 20.0
2-Pentanone, 4-hy... 4.74 22.2 ng 1281740 1 6.62 1156590 20.0
unknown6 .39 6.39 78.9 ng 4560750 1 6.62 1156590 20.0
Decane, 3,6-dimet... 10.32 2.9 ng 229794 3 9.64 1588950 20.0
Tetradecane 10.57 7.1 ng 544005 4 11.12 1536820 20.0
Heneicosane 11.02 3.5 ng 271898 4 11.12 1536820 20.0
Hexadecane 11.44 3.0 ng 228239 4 11.12 1536820 20.0
Hexadecanoic acid... 11.54 26.4 ng 2025420 4 11.12 1536820 20.0
Heptadecane 11.84 3.0 ng 233120 4 11.12 1536820 20.0
6-Octadecenoic ac... 12.24 124.1 ng 9534290 4 11.12 1536820 20.0
Methyl stearate 12.33 13.0 ng 1002230 4 11.12 1536820 20.0
2-Heptadecenal 12.38 2.7 ng 204252 4 11.12 1536820 20.0
Methyl 10-trans,1... 12.56 6.3 ng 417481 5 13.74 1325540 20.0
i-Propyl 6,9,12-h_... 12.88 3.5 ng 229514 5 13.74 1325540 20.0
9-Octadecenoic ac... 12.97 3.5 ng 233274 5 13.74 1325540 20.0
Eicosanoic acid, ... 13.05 3.4 ng 224933 5 13.74 1325540 20.0
1-Nonadecene 13.61 4.2 ng 278357 5 13.74 1325540 20.0
N,N-Dimethyl-2-cy... 14.63 5.1 ng 217866 6 15.09 856592 20.0
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