LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 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

3.207 95 98 109 rVvB 88747 190932 2.33% 0.403%
4._.258 186 190 193 rBV 4046918 7454053 90.98% 15.716%
251 254 rBV 3780640 8193110 100.00% 17.274%
5.390 287 289 301 rBV 243647 424680 5.18% 0.895%
6.430 378 380 388 rBV 2439421 2485054 30.33% 5.239%
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6.556 388 391 393 rvv 776394 861878 10.52% 1.817%
6.784 409 411 413 rBV 1223952 1276620 15.58% 2.692%
417 419 rBvV 115174 115594 1.41% 0.244%
6.933 422 424 427 rBV 2655963 3328050 40.62% 7.017%
7.116 438 440 445 rBvV 69036 100209 1.22% 0.211%

QO ~NO®
(9}
[o0)
a1
w
N
=
al

11 7.356 458 461 463 rBV 2969128 2829510 34.54% 5.966%
12 8.076 521 524 526 rBV 1440992 1650396 20.14% 3.480%
13 9.150 615 618 620 rBV 4678299 4669788 57.00% 9.846%
14 9.539 650 652 655 rBv 300122 379656 4.63% 0.800%
15 9.756 669 671 673 rBvY 113170 138652 1.69% 0.292%

16 9.825 674 677 679 rvVV 1627023 1653844 20.19% 3.487%
17 10.248 713 714 716 rVB 164244 126392 1.54% 0.266%
18 10.465 730 733 736 rBV 62562 98851 1.21% 0.208%
19 10.716 754 755 760 rVB 161031 282081 3.44% 0.595%
20 11.162 792 794 796 rBV 116884 147244 1.80% 0.310%

21 11.299 804 806 810 rBV 1280499 1689367 20.62% 3.562%
22 11.596 830 832 834 rBV 89960 87929 1.07% 0.185%
23 11.665 836 838 840 rVvB 186450 155728 1.90% 0.328%
24 11.859 854 855 858 rvB 702883 830611 10.14% 1.751%
25 11.928 858 861 864 rVB 226408 272112 3.32% 0.574%

26 12.076 873 874 878 rVB 66149 85080 1.04% 0.179%
27 12.248 886 889 890 rBV 96466 133028 1.62% 0.280%
28 12.522 911 913 915 rBvV2 128164 184897 2.26% 0.390%
29 12.751 930 933 936 rBV 91332 160880 1.96% 0.339%
30 12.888 942 945 947 rBV 3386106 3280290 40.04% 6.916%

31 13.779 1020 1023 1028 rVB2 218177 317569 3.88% 0.670%
32 13.939 1035 1037 1040 rBV 966979 1001629 12.23% 2.112%
33 14.408 1076 1078 1083 rBV 73471 151374 1.85% 0.319%
34 14.694 1101 1103 1105 rBV2 95190 124886 1.52% 0.263%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial =: 20 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

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

Method
Title

35 15.002 1128 1130 1134 rVB 116587 194312 2.37% 0.410%

36 15.357 1158 1161 1164 rBV 952271 1166851 14.24% 2.460%
37 15.757 1193 1196 1198 rBV 204386 288265 3.52% 0.608%
38 16.214 1233 1236 1242 rVB 194173 357169 4_36% 0.753%
39 16.751 1280 1283 1286 rVB 142038 285734 3.49% 0.602%
40 17.380 1335 1338 1343 rVB 107588 255227 3.12% 0.538%

Sum of corrected areas: 47429532
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF030317\
: BF093381.D

: 4 Mar 2017 1:35

: SJ/MA

: 12078-07

- 20 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF093381.D

4.26
4.96

5.39

3.21

6.43

6.56

6.93

6.78

.8

7.36

0
Time-->

2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

6.50

7.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF093381.D
9{15

9.82

8.08 11.30

9.54
11.1

0 10.25, 4 4¢ 10.72
°°10.46

12.89

Time--> 8

12.00

8.50

9.00 9.50

10.00

I
.00 10.50 11.00 11.50

12.50

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF093381.D

15.36

13.94

14,41 14.69 1500 17.38

Time-->

14.00

14.50

15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF013017.M Tue Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 1 4-Penten-2-one, 4-methyl- Concentration Rank 15

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

3.21 2.99 ng 190932 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 80
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 50
3 5-Hexen-2-one 98 C6H100 000109-49-9 47
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 9
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 98 (3.207 min): BF093381.D (-95) (-) m/z 43.00 100.00%
43.0
5000
Bl . 250 3b0 320 340 350
SV PSSOt N G m/z 83.10 10.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 A N IS UL I
280 3.00 3.20 3.40 3.60
m/z 39.05 8.60%
83.0
e %0630 740 980
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 5.67%
27.0 55.0 670 83.0 98.0
miz--> 10 2 30 40 50 60 70 80 90 100
Abundance #3100: 5-Hexen-2-one S B L LB B S B
43.0 2.80 3.00 3.20 3.40 3.60
m/z 41.10 4.46%
5000
55.0
150 270 | 710 830 980
m/z--> 10 20 30 40 5'0 60 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 : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 2 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.26 116.78 ng 7454050 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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 190 (4.258 min): BF093381.D (-186) (-) m/z 55.05 100.00%
5.0 3.
5000
43.0 8.1 Ak
——
4.00 4.20 4.40 4.60
...,....,....,...:‘,-':...;'.L:.,..6.7'.0,.7?-.0.,..'..,....~,...., m/z 83.10 94.71%
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 R L I I UL
20,0 43.0 98.0 400 420 440 4.60
' m/z 43.05 41.17%
“\‘ \‘\\\ M‘ | 67.0 75.0 | L
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
83.0
5.0 TTaB0 a%0 40 4k
5000 43.0 m/z 98.10 33.62%
98.0 /\
29.0
69.0
LIS FURELELS SRR FURLLE S SIS SURELEL SURLLIN S SIS S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e e e  Eama e we )
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.05 28.84%
41.0
5000 270 98.0
15.0 ‘ 69.0
"w'J'w"*m"'Wl"ﬁhhlw"ﬂh"'w”l'w"'W"“l USSR U UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.96 128.36 ng 8193110 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 251 (4.956 min): BF093381.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
1oL 460 480 500 520
el om0l en B0 | S0 59 05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS S SR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 17.53%
QQ%mu‘mo‘ 67.0 830 910 |
mz> 10 20 % 4 S0 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.03%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T
59.0 460 480 500 520
m/z 41.10 9.32%
5000
41.0
..,....,...HHM...H:MM???uI:;....Z%Q.,.gqp,....m....,
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 : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 4 unknown6.56 Concentration Rank 4

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

6.56 13.50 ng 861878 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF093381.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
wo | ® Tk om0 6o ok
e e B R o m/z 68.10 37.27%
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 SRS A A
6.20 6.40 6.60 6.80
310 5L0 ‘ ‘ m/z 134.10 32.92%
‘ 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 66.05 22.92%
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 96.10 14 .04%
5000
105.0
510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 6 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.34 ng 282081 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetracosane 338 C24H50 000646-31-1 78
3 Octacosane 394 C28H58 000630-02-4 78
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 755 (10.716 min): BF093381.D (-754) (-) m/z 57.10 100.00%
57.1
5000
T 10140 1060 1080 1160
e m/z 43.10 71.43%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 R N U UL
10.40 10.60 10.80 11.00
m/z 71.10 53.32%
270 | | Jggo‘ 141.0 183.0 226.0
m/z--> 55 160 1%0 200 250 360 3%0 '
Abundance
57.0
10,40 1060 10.80 11.00
5000 m/z 85.10 33.47%
99.0
27.0 141.0 183.0 225.0 267.0 338.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #155178: Octacosane R
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.49%
5000
99.0
27,0 ] Ly 4 1410 183.0 2250 281.0 337.0 394.0

| T I I T
m/z--> 50 100 150 200 250 300 350 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 : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 1,2-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.22 ng 272112 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 86
2 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 86
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 78
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 78
5 Dibutyl phthalate 278 C16H2204 000084-74-2 78
Abundance Scan 861 (11.928 min): BF093381.D (-858) (-) m/z 149.10 100.00%
149.1
5000
431 701 1040 2231 11.60 11.80 12.00 12.20
el bbb e et e || M7z 43.10  9.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149.0
5000 R UL UL BN UL
11,60 11.80 12.00 12.20
m/z 150.10 9.15%
49 670 1040 223.0
iz % 40 60 80 100 150 14D 150 150 200 530 24D 560 24D 36 B0 T
Abundance
149.0
11.60 11.80 12.00 12.20
5000 m/z 41.10 8.86%
18.0 43.0 76.0 104.0 209.0 250.0
mwwwﬁmwﬁwﬁwﬁwﬁwwwﬁwﬁvﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134722: 1,2-Benzenedicarboxylic acid, butyl octyl ester R BT e
149.0 11.60 11.80 12.00 12.20
m/z 55.10 5.80%
5000
41.0
, 76.0 104.0 1760 2230 279.0 334.0
m/z--> ﬁ&ﬂ%%ﬁmmmmmmmnmmm%MMﬁ 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 10 Trifluoroacetic acid, n-oct... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.78  6.34ng 317569  Chrysene-diz 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91

3 17-Pentatriacontene

4 Pentafluoropropionic acid. hepta...

491 C35H70

006971-40-0 90

402 C20H35F502

1000283-04-2 90

5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 90
Abundance Scan 1023 (13.779 min): BF093381.D (-1020) (-) m/z 57.10 100.00%
54.1
5000 VAN/IL\/»vN,]A\JJ\,\\]\\,NA
l l l 13.40 13.60 13.80 14.00
39.2 234.1 : ' ' :
AR 2 teeazsadzeer m/z 43.10 85.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 . LA L L L L L L L LB L L
B3.0 13.40 13.60 13.80 14.00
m/z 55.10 74 .33%
| ‘ (L 720 1680 2100 2620
; T I e B o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
I
13.40 13.60 13.80 14.00
5000 83.0 m/z 69.10 64.01%
125.0 169.0 210.0 252.0 /ﬁjﬂw
T T T ] T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene e AREEEE RE S
43.0 13.40 13.60 13.80 14.00
m/z 83.10 60.49%
- ) WJW
25.0
J 1 167.0 2100 _ 267.0 307.0 490.0
T T T} T A T e I
m/z--> 50 100 150 200 250 300 350 400 450 13140 13.60 13.80 14.00
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library

Operator ; SJ/MA

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF030317\
BF093381.D

4 Mar 2017 1:35

12078-07

20 Sample Multiplier: 1

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

= 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 Heptadecane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.41 3.02 ng 151374 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 74
4 Nonadecane 268 C19H40 000629-92-5 70
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 64

Abundance Scan 1078 (14.408 min): BF093381.D (-1076) (-) m/z 57.10 100.00%
51.1
5000 Aﬂxﬁj\\fv“-j\V“J““JANVMV”
21 241 s 14100 14120 1440 14150 14780
R s £ B L o e et m/z 43.10 70.88%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82608: Heptadecane
57.0
5000 AR SRR B SR B
mmmmmmmmmm
9.0 m/z 71.10 52.97%
150 ||| om0 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 55.10 41 .15%
54 99.0 141 01830 2540 W
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethy!- T
57.0 14.00 14.20 14.40 14.60 14.80
m/z 85.10 36.50%
5000
9.0
,141.0 238.0 505.0547.0
m/z--> c') 5'0 1(')0 1&'30 200 250 300 3&'30 4(')0 4&1;0 5(')0 séo 14. oo 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 12 Tetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14 .69 2.14 ng 124886 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 1103 (14.694 min): BF093381.D (-1101) (-) m/z 57.10 100.00%

57.1

E

5000 85.1

13.1 14.40 14.60 14.80 15.00
155.2 186.1 254.2 303.2 355.2
|, fl....,....,.2.26.1.,....,....,. m/z 43.10 62.74%

m/z--> 50 100 150 200 250 300 350
Abundance #55007: Tetradecane

g
o

5000 850 LN L L L LB TT T T TT T T
14.40 14.60 14. 80 15. 00
29.0 m/z 71.10 60.89%
L psemogeme
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R mm B
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 46 .00%
23.0 113.0  169.0
140.0 248.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #36190: Decane, 3,8-dimethyl- Al B R
57.0 14.40 14.60 14.80 15.00
m/z 41.10 20.86%
85.0
5000
113.0141.0
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 13 Pentadecane, 8-heptyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.33 ng 194312 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
2 Decane. 3-methvl- 156 C11H24 013151-34-3 72
3 1-lodoundecane 282 C11H231 004282-44-4 72
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 72
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1130 (15.002 min): BF093381.D (-1128) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.1 ,VA/\,L_,/\\
127.2 14.60 14.80 15.00 15.20 15.40
o] ,I. WAt Ae02 196, 230.1 270.2 3082 35131 .77 71.10  59.20%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R S SURBRE UL B
850 14.60 14.80 15.00 15.20 15.40
29.0 m/z 43.10 55.73%
T e ST
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.60 14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 40.27%
29.0 '
126.0
156.0
m/z--> 50 100 150 200 250 300 350
Abundance #107007: 1-lodoundecane A RREEE RS E ST
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 20.40%
5000 85.0
29.0 155.0
\\\“M L [113.0 | 183.0211.0 282.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 14 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.76 4.94 ng 288265 Perylene-d12 15.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 95

2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91

3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 90

5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 1196 (15.757 min): BF093381.D (-1193) (-) m/z 57.10 100.00%

57.1
5000 85.1
131 15.40 15.60 15.80 16.00
141.2
ol k, 11'1 o c10021971 2382 2741 8133 3551 | sz 71.10  63.12%
m/z--> 50 150 200 250 300 350
Abundance #136482: Tetracosane
57.0
85.0
5000 LR DAL DU UL B B

15.40 15.60 15.80 16.00
m/z 43.10 49.57%

‘ h | | ‘f 34101690197022502530281030903380

mz--> 50 100 150 200 250 300 350
Abundance
57.0
e
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 46.79%
290 113.0 210.0
"~141.0169.0 '7239.0267.0  309.0
R N B e
mz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R EARmE RS
57.0 15.40 15.60 15.80 16.00
m/z 55.10 19.83%
5000
85.0
290
| 113.0141.0160.0197.0225.0253.0281.0  323.0351.0380.0

m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 15 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.21 6.12 ng 357169 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
Abundance Scan 1236 (16.214 min): BF093381.D (-1233) (-) m/z 57.10 100.00%
57.1
5000 85.1 J\ﬁy_\,\,_ﬁv_/\\A/.“d~.\,¥~v
1131 15.80 16.00 16.20 16.40 16.60
141.2
S | A g 4216920070 20522101 30323282 <71 00 61, 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99485: Octadecane, 2-methyl-
43.0
71.0
5000 UM RS SRR B
1580 16.00 16,20 16.40 16.60
99.0 m/z 43.10 52 .56%
m/z--> 20 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
15.80 16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 42 .74%
29.0 113.0 169.0 M\’l\«
140.0 248.0
mmm‘wﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115569: Heneicosane R BRE B e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 19.56%
5000 880 J\/\\N\’V\NA\J\/\W
29‘ O‘ ‘\ I H‘llf 011411 0\169 0 197 0225.0 253.0 296 0
m/z--> %&ebmmmmmmmmmnmmmmmmmmo 1580 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 16 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.75 4.90 ng 285734 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
4 Docosane 310 C22H46 000629-97-0 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 1283 (16.751 min): BF093381.D (-1280) (-) m/z 57.10 100.00%

51.1
276.1 AU AN SRR I
113.1 16.40 16.60 16.80 17.00
141. 2 169 2 2071

— ,I. b opaap21e02 2071 2452 | 303133013503 00 6 5g 73y

m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane

g
o
%

5000 85.0 IIIII IIIIIIIIIIII|I
16. 40 16.60 16.80 17.00
9.0 m/z 43.10 55.68%
\‘. i ‘\ H\ Il \\‘1]-‘?().\14:\[0‘169019702250 254.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e EEaE L
16.40 16.60 16.80 17.00
5000 m/z 85.10 43.76%
85.0
29.0
113.0141.0169.0196.0  240.0
—— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- R e EEaE L
57.0 16.40 16.60 16.80 17.00
m/z 55.10 22.11%
5000 85.0
290 113.0 210.0
\‘ ‘\ ‘\ | \J i . \14:\['0169'0 h. 239.0266.0 309.0

m/z--> 50 100 150 200 250 300 350 16. 40 16. 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093381.D

Aca On : 4 Mar 2017 1:35

Operator : SJ/MA

Sample : 12078-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 17 Pentadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.38 4.37 ng 255227 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80

Abundance Scan 1338 (17.380 min): BF093381.D (-1335) (-) m/z 57.10 100.00%
57.1
5000 85.1 /”\‘x~f“«~\/d/\v\-»~_/<4v/w
o
113.1 17.00 17.20 17.40 17.60
155.2
b 10218322122 261229313232 3552 m/z 71.10 66.23%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57.0
w000 B0 17000 1720 1740 1760
29.0 m/z 43.10 53.78%
\‘ \“‘ “ \‘\ i ‘113 0141 0169 O 212 O
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
17.00 17.20 17.40 17.60
5000 85.0 m/z 85.10 43.75%
29.0
1130141.0160.0 2290939 02670 300.0
m/z--> 50 100 150 200 250 300 350
Abundance #147098: Docosane, 11-butyl- R REmEE e
57.0 17.00 17.20 17.40 17.60
m/z 99.10 16.16%
5000 85.0 fA\bLJNWVVW/\\koW«TANDA
“J | | [M30141.0169.0 2100239 0267.0 3090335 0366.0
m/z--> 50 100 150 200 250 300 350 17.00 17.20 1740 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093381.D

Acq On > 4 Mar 2017 1:35

Operator : SJ/MA

Sample - 12078-07

Misc :

ALS Vial : 20 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 3.0 ng 190932 1 6.78 1276620 20.0
3-Penten-2-one, 4... 4.26 116.8 ng 7454050 1 6.78 1276620 20.0
2-Pentanone, 4-hy... 4.96 128.4 ng 8193110 1 6.78 1276620 20.0
unknown6 .56 6.56 13.5 ng 861878 1 6.78 1276620 20.0
Hexadecane 10.72 3.3 ng 282081 4 11.30 1689370 20.0
1,2-Benzenedicarb... 11.93 3.2 ng 272112 4 11.30 1689370 20.0
Trifluoroacetic a... 13.78 6.3 ng 317569 5 13.94 1001630 20.0
Heptadecane 14.41 3.0 ng 151374 5 13.94 1001630 20.0
Tetradecane 14.69 2.1 ng 124886 6 15.36 1166850 20.0
Pentadecane, 8-he... 15.00 3.3 ng 194312 6 15.36 1166850 20.0
Tetracosane 15.76 4.9 ng 288265 6 15.36 1166850 20.0
Octadecane, 2-met... 16.21 6.1 ng 357169 6 15.36 1166850 20.0
Octadecane 16.75 4.9 ng 285734 6 15.36 1166850 20.0
Pentadecane 17.38 4.4 ng 255227 6 15.36 1166850 20.0
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