LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 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-BF112916.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 5.041 238 241 243 rBV 435158 534353 8.89% 1.482%
2 5.453 275 277 280 rBVY 1417690 1537171 25.57% 4.263%
3 6.482 365 367 370 rBV2 1333930 1213140 20.18% 3.364%
4 6.630 377 380 382 rBVY 2937542 2900456 48.24% 8.044%
5 6.859 398 400 403 rBVY 1121926 1166343 19.40% 3.235%
6 7.019 412 414 417 rVB 4217917 4129672 68.68% 11.453%
7 7.430 446 450 452 rBV 3732190 4009573 66.69% 11.120%
8 8.150 510 513 515 rBVY 1697688 1541892 25.64% 4_.276%
9 9.225 604 607 610 rBY 4921002 6012574 100.00% 16.675%
10 9.613 639 641 644 rVB 272087 269279 4._.48% 0.747%

11 9.899 664 666 668 rBvV 1773212 1522448 25.32% 4.222%
12 10.310 700 702 704 rBV 45997 64753 1.08% 0.180%
13 10.413 708 711 713 rVB 122733 103443 1.72% 0.287%
14 10.688 732 735 737 rBV 2037934 2011028 33.45% 5.577%
15 10.813 744 746 751 rVB 90932 106084 1.76% 0.294%

16 11.259 783 785 787 rBV 121598 106288 1.77% 0.295%
17 11.385 794 796 798 rBV 1342454 1308026 21.75% 3.628%
18 11.682 820 822 825 rVB 104325 111255 1.85% 0.309%
19 11.911 840 842 844 rBV 149164 159829 2.66% 0.443%
20 12.094 855 858 860 rBvV 79766 68824 1.14% 0.191%

21 12.699 909 911 917 rBV 137787 170240 2.83% 0.472%
22 12.802 917 920 922 rvv2 189191 230034 3.83% 0.638%
23 12.871 922 926 930 rvVvB2 47613 61233 1.02% 0.170%
24 12.974 932 935 937 rBV 3682250 4435196 73.77% 12.300%
25 13.499 979 981 984 rBV 150991 149083 2.48% 0.413%

26 13.877 1012 1014 1019 rBV 71766 101158 1.68% 0.281%
27 14.014 1023 1026 1028 rBV 1132954 1071491 17.82% 2.972%
28 15.442 1148 1151 1154 rBV 798590 962389 16.01% 2.669%

Sum of corrected areas: 36057255
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091359.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 9.16 ng 534353 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 241 (5.041 min): BF091359.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 IS SRS S
4.80 5.00 5.20 5.40
Obr e S0l Sl e 8 | h77 59.00  54.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR L AR A
59 480 500 5.20 540
m/z 58.00 16.57%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 14 .95%
a1 101
o 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e A B
59 4.80 5.00 5.20 5.40
m/z 41.10 8.62%
5000 41
31
| [
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.63 Concentration Rank 2

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

6.63 49.74 ng 2900460 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091359.D (-377) (-) m/z 132.00 100.00%
132
5000 68
96 [Trrrprrr T T T
40 54 - | 106 6.20 6.40 6.60 6.80 7.00
0 (AN N - | A m/z 68.10 39.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A A R I R
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.22%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.87%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e A e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.67%
5000 98 116
0 MHN Mmoo
m/z--> 20 40 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.44 ng 159829 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 842 (11.911 min): BF091359.D (-840) (-) m/z 43.05 100.00%
ile]
5000
129 TV N T
i 143 157 171 185 1 g9 213 11.60 11.80 12.00 12.20
bW m/z 60.00 93.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o
5000 U DN SRR SRR SRR
11.60 11.80 12.00 12.20
m/z 57.10 85.81%
. I, ‘ “ \H 8 ;151%9143157171185199213227239 2?6
m/z--> 25 J 80 160 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 11'60 11.80 12.00 12.20
5000 m/z 73.00 82.46%
242
% g% 115129143 185 199
P Y N e el o il -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid e L aRdmaans
43 00 78 11.60 11.80 12.00 12.20
m/z 55.10 81.55%
5000 -
‘ 129 - 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.60 ng 170240 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 911 (12.699 min): BF091359.D (-909) (-) m/z 43.05 100.00%
43 60
5000
83 129 . oS bd N A
8 115 241
1431571717 | 199 997 284 12.40 12.60 12.80 13.00
Obrrr e m/z 60.00 87.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43
5000 T T T T A T
129 12140 1260 1280 13.00 |
185 228 m/z 57.10 75.72%
‘ ﬁ %01115 143157171 | 199
Onuluuuul‘:‘n”:l:‘l II”IH\ H‘ “:‘::‘::nlu‘:‘::l::n‘n::|||| P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
% 12140 12.60 12.80 13.00
5000 m/z 73.00 74 .25%
o 129 242
59 101115 143]_57]_7]_185199 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
78 12.40 12.60 12.80 13.00
m/z 55.05 70.79%
43
5000
129
29 ‘ 115 171185 214
0 15\‘\ 1l T]H a2 MW |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.80 4.29 ng 230034 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 70
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 55
4 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 920 (12.802 min): BF091359.D (-917) (-) m/z 56.10 100.00%
56
5000
257
N 239 _*ﬁﬁTrﬁ4¥fL4lLTrﬁ7Tr
3 157 185 213 12.40 12.60 12.80 13.00 13.20
0 ...,....',... ”| i -“.ﬁ‘f’..'.. o e ek b 32 7 57.10 55,720

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56

5000 LA L I L B L BL
12. 40 12. 60 12. 80 13. 00 13. 20
29 257 m/z 43.10 39.05%
101 185 213 X
N \..H.. bbb elogreripor ety 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R A B R
12.40 12.60 12.80 13.00 13.20
5000 a m/z 41.05 35.30%
239 957
73
129
ol.18 %113 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester A B e E e
56 12.40 12.60 12.80 13.00 13.20
m/z 257.30 31.68%
5000
29 73
o ‘ ‘ i ﬂ‘ ik 157 157 15 213 29 2‘737 281 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12.80 13.00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091359.D

Aca On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.50 2.78 ng 149083 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 90
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 37
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 37
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 37
Abundance Scan 981 (13.499 min): BF091359.D (-979) (-) m/z 56.10 100.00%

5000

%

73

97 129

157 185 5g7 241 267285 13.20 13.40 13.60 13.80

0 m/z 57.05 61.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L L L L L L L L |
13.20 13.40 13.60 13.80
29 m/z 43.10 44.53%
185 2 267 285
obrefirtl H g 285 g 20 BT g s
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
R R R
13.20 13.40 13.60 13.80
5000 m/z 41.05 39.48%
229
73
101 0 s 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45608: Decane, 2,2,3-trimethyl- e B AL e EE S
57 13.20 13.40 13.60 13.80
m/z 55.10 32.99%
29 85 126
. — e hnaata i sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091359.D

Acq On : 30 Nov 2016 17:28

Operator : UM/SJ

Sample : H5767-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 9.2 ng 534353 1 6.86 1166340 20.0
unknown6 .63 6.63 49.7 ng 2900460 1 6.86 1166340 20.0
n-Hexadecanoic acid 11.91 2.4 ng 159829 4 11.38 1308030 20.0
Tetradecanoic acid 12.70 2.6 ng 170240 4 11.38 1308030 20.0
Hexadecanoic acid... 12.80 4.3 ng 230034 5 14.01 1071490 20.0
Octadecanoic acid... 13.50 2.8 ng 149083 5 14.01 1071490 20.0
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