LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On > 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 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-BF013017.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 3.207 94 98 109 rVvB 105814 244360 2.68% 0.507%
2 4.270 186 191 193 rBY 4968429 9128235 100.00% 18.929%
3 4.956 246 251 253 rBY 3781734 6584395 72.13% 13.654%
4 5.390 287 289 297 rBV 276253 435101 4.77% 0.902%
5 6.430 378 380 388 rBVY 2471529 2510155 27 .50% 5.205%
6 6.556 388 391 393 rvv 871433 934949 10.24% 1.939%
7 6.784 409 411 413 rBV 1229771 1243528 13.62% 2.579%
8 6.853 414 417 419 rBV 135400 130888 1.43% 0.271%
9 6.944 422 425 427 rBV 2825456 3907390 42.81% 8.103%
10 7.116 438 440 444 rBV 176330 212110 2.32% 0.440%

11 7.356 459 461 464 rBV 2824712 3139007 34.39% 6.509%
12 7.836 500 503 514 rVB 52060 106694 1.17% 0.221%
13 8.076 521 524 526 rBV 1809112 1733412 18.99% 3.595%
14 9.150 615 618 620 rBV 4973207 4819098 52.79% 9.993%
15 9.550 650 653 655 rBv 343597 480198 5.26% 0.996%

16 9.756 669 671 673 rBvV 127682 141577 1.55% 0.294%
17 9.825 674 677 679 rvVV 1811718 1692421 18.54% 3.510%
18 10.248 713 714 716 rVB 192931 153755 1.68% 0.319%
19 10.465 730 733 737 rBV 65186 113100 1.24% 0.235%
20 10.716 753 755 760 rvVB 202355 319022 3.49% 0.662%

21 11.162 793 794 796 rBV 137701 186270 2.04% 0.386%
22 11.299 804 806 810 rBV 1325339 1828875 20.04% 3.793%
23 11.596 830 832 834 rBV 100709 118762 1.30% 0.246%
24 11.859 854 855 858 rvB 156776 165122 1.81% 0.342%
25 11.928 858 861 864 rVB3 60156 111210 1.22% 0.231%

26 12.511 911 912 915 rBV 143415 211958 2.32% 0.440%
27 12.739 930 932 936 rvVv 126467 217902 2.39% 0.452%
28 12.888 942 945 948 rBV 3907807 4014743 43.98% 8.325%
29 13.779 1021 1023 1029 rVB2 249912 376654 4._.13% 0.781%
30 13.939 1035 1037 1044 rVB 1209087 1268092 13.89%% 2.630%

31 14.408 1076 1078 1080 rBVZ2 71405 119352 1.31% 0.248%
32 14.762 1107 1109 1112 rVB2 85446 105701 1.16% 0.219%
33 15.357 1158 1161 1167 rVB 866802 1169156 12.81% 2.425%
34 16.214 1234 1236 1240 rVB2 78787 144709 1.59% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.740 1280 1282 1287 rBV 75040 154455 1.69% 0.320%

Sum of corrected areas: 48222356
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample - 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093379.D

4000000 4.96

3000000 6.94 7.36
6.43

2000000

6.78
1000000 6.56
\ 7.8¢

5.39 [ 7.12
0 32 - A &ﬁ; R

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093379.D

4000000 12.89

3000000

20000001 8.08 9.82

1000000

10.25

1046 1472 111

11.60 14883

o
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF093379.D

4000000

3000000

2000000

13.94

1000000
16.21 16.74

S ——

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.21 3.93 ng 244360 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 36
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 12
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 9
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 98 (3.207 min): BF093379.D (-94) (-) m/z 43.05 100.00%
43.0
5000 \\
55.1 81 o, 280 300 320 340 3.60
P PR S S 4 S m/z 83.10 10.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 RIS SRR RS I I
280 3.00 3.20 3.40 3.60
m/z 39.05 8.35%
e O %06a0 a0 P00
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.10 5.46%
55.0
27.0
15.0 630 7.0 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3211: Methyl 1-methylcyclopropy! ketone B ma ma s I L
43.0 2.80 3.00 3.20 3.40 3.60
m/z 41.05 4_.81%
5000
55.0
29.0 98.0
]_5 0 | ‘ } | 69.0 83"0 ‘ A/V“/\_JLA‘V’\
m/z--> 10 20 30 40 5'0 6|0 70 80 90 100 280 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.27 146.81 ng 9128240 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 191 (4.270 min): BF093379.D (-186) (-) m/z 55.10 100.00%
58.1 3.
5000 43.0 8.1
| | er 400 420 440 4.60
o S T L E o L3 1 S TSt SRl M m/z 83.10 97 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LA UL RN IS UL
o 30 98.0 400 4.0 4.40 4.60
' m/z 43.05 41 _33%
“\‘ \‘\\\ M‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
83.0
250 U UL L L I
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 35.19%
29.0
98.0
69.0
LIS FURELELS SRR FULELE UL UL SURELEL SURLELEN S SIS S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 4.00 420 4.40 4.60
m/z 39.05 27 .92%
41.0
5000 270 98.0
15.0 ‘ 69.0
”'I'L'I'”lh'”‘il”'ij'l'”hh'”'F'h'l'”'W'”'I U UL L I I
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.96 105.90 ng 6584400 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 251 (4.956 min): BF093379.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
ot 460 480 500 520
IR RO Y- < JNN N B -yt R 31
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R L L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 17.85%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?%q'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 16.23%
410 101.0
15.0 310 7 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- RS AR
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.29%
5000
41.0
...,....,...HHM...H:MH??PuI:i....7?51.,.3@9,....J....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.56 Concentration Rank 4

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

6.56 15.04 ng 934949 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 391 (6.556 min): BF093379.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
w0 | %l-l 620 640 6.60 680
I e L B i R m/z 68.10 36.76%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T ""IAL"'I"' SNARRAE
6.20 6.40 6.60 6.80
310 5L0 ‘ ‘ m/z 134.10 32.46%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 23.30%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 .13%
5000
105.0
510 770 ;| | 1500 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1-Butoxy-2-ethylhexane Concentration Rank 11

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

6.85 2.11 ng 130888 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 64
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
3 Hexane. 4-ethvl-2-methvl- 128 C9H20 003074-75-7 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47

Abundance Scan 417 (6.853 min): BF093379.D (-414) (-) m/z 57.10 100.00%
57.1
5000
41.0
83.1 6.60 6.80 7.00 7.20
98.1
....,....',...|.--,..'|..,':...~, sl wsl m/z 41.05 28.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46879: 1-Butoxy-2-ethylhexane
57.0
5000 41.0
6.60 6.80 7.00 7.20
L 830 m/z 43.10 26.59%
260 | “ L 80209980 1570 1860

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
6.60 6.80 7.00 7.20
5000 410 m/z 55.10 18.63%
83.0
15.0 98.0112.0
e B T L B B ma e o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12316: Hexane, 4-ethyl-2-methyl- e R
57.0 6.60 6.80 7.00 7.20
43.0 m/z 56.10 16.25%
5000
27.0
H 99.0
Lol 840 | 1130128.0
B o e e B m e o o
m/z--> 20 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\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 7 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 8

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

7.12 3.41 ng 212110 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 59
3 1H-Pvrazole. 1l-methvl- 82 C4H6N2 000930-36-9 47
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 40
5 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 39

Abundance Scan 440 (7.116 min): BF093379.D (-438) (-) m/z 82.10 100.00%
82.1
5000
390 541 110.1
67.1 o5 1 6.80 7.00 7.20 7.40
S | UMY PN [N S AN m/z 54.10 40.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5705: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 1100 RN SRS LA AR
0 6.80 7.00 7.20 7.40
00 4 m/z 39.05 37.13%
27.0 67.0
III""I'""I'""iu'"I"""'I""'I""I ""I'9'5.'0'I""I""'I
m/z--> 10 20 30 40 50 60 70 8 90 100 110

Abundance
82.0 . \

54.0 6.80 7.00 7.20 7.40
5000 m/z 110.10 33.91%
28.0
15.0 410 67.0
S B R B REARE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1129: 1H-Pyrazole, 1-methyl- S A SN 1 N
82.0 6.80 7.00 7.20 7.40

m/z 53.00 12.16%

5000
54.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40

28.0 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 8 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.49 ng 319022 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 80
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 755 (10.716 min): BF093379.D (-753) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 74.95%

1131 1412 169.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L L L L LB LB LB |
85.0 10.40 10.60 10.80 11.00
20.0 ’ m/z 71.10 54 _.30%
‘\ L L ‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R ERRERERREESS
10.40 10.60 10.80 11.00
5000 m/z 85.10 33.32%
85.0
29.0
113.0 141.0 169.0 282.0
wmﬁmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane AR Rl
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.71%
5000 85.0
29.0
L | 113.0 1410 1690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.94 ng 376654 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
Abundance Scan 1023 (13.779 min): BF093379.D (-1021) (-) m/z 57.10 100.00%
57.1
83.1
5000
R B R
139.2 13.40 13.60 13.80 14.00
' 180.2 210.1234.2 267.1291.2 n/z  43.10 85 500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43.0
69.0
5000 SR DRI UM SR UL R
1340 13.60 13.80 14.00
m/z 55.10 77.57%
bl 1250  169.0  210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 BB PNLR BN UL B
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 71.99%
125.0
153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecyl ester e AREEEE RE S
13.40 13.60 13.80 14.00
m/z 69.10 60.56%
5000 111.0
29.0

m/z-->

139.0

168.0 210.0 238.0 2650 295.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280

13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093379.D

Aca On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample : 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.48 ng 144709 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane 254 C18H38 000593-45-3 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1236 (16.214 min): BF093379.D (-1234) (-) m/z 57.10 100.00%
57.1
5000
131 1772 2452 3173 15.80 16.00 16.20 16.40 16.60
S8 § ¥ 10 N WSS P R P e — m/z 71.10 60.86%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 UM B

15.80 16.00 16.20 16.40 16.60
m/z 43.10 51.36%

‘\ %1550 2250 295.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57.0
R REE R R RRERS T
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 44 .33%
113.0
169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
T T T T e T T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane R BRE B e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 32.83%
5000

| ] %301690 2250 2810 337.0 394.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16. 40 16 60

8270-BF013017.M Tue Mar 07 06:18:41 2017 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093379.D

Acq On : 4 Mar 2017 00:40

Operator : SJ/MA

Sample - 12078-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
4-Penten-2-one, 4... 3.21 3.9 ng 244360 1 6.78 1243530 20.0
3-Penten-2-one, 4... 4.27 146.8 ng 9128240 1 6.78 1243530 20.0
2-Pentanone, 4-hy... 4.96 105.9 ng 6584400 1 6.78 1243530 20.0
unknown6 .56 6.56 15.0 ng 934949 1 6.78 1243530 20.0
1-Butoxy-2-ethylh. .. 6.85 2.1 ng 130888 1 6.78 1243530 20.0
2-Cyclohexen-1-on. .. 7.12 3.4 ng 212110 1 6.78 1243530 20.0
Hexadecane 10.72 3.5 ng 319022 4 11.30 1828880 20.0
Heptafluorobutyri... 13.78 5.9 ng 376654 5 13.94 1268090 20.0
Heneicosane, 11-(... 16.21 2.5 ng 144709 6 15.36 1169160 20.0
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