LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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

3.218 96 99 108 rBvV 33239 78416 1.68% 0.182%
4._.258 187 190 209 rBV 2188511 3292989 70.40% 7.663%
250 252 rBV 2674669 3570781 76.34% 8.310%
5.379 286 288 304 rBV 2451570 2640715 56.46% 6.145%
6.430 377 380 388 rBV 3320972 3845157 82.21% 8.948%
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6.556 388 391 393 rBV 2669235 3219616 68.84% 7.492%
6.784 408 411 413 rBV 1010347 1204385 25.75% 2.803%
417 419 rBvV 103573 100100 2.14% 0.233%
6.933 422 424 427 rBV 2816621 3279867 70.12% 7.633%
7.127 438 441 444 rBvV 36523 57282 1.22% 0.133%

QO ~NO®
(9}
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w
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=
al

11 7.356 458 461 463 rBV 2974557 2997658 64.09% 6.976%
12 7.836 500 503 511 rVB 32661 72661 1.55% 0.169%
13 8.065 521 523 526 rBV 1284980 1552245 33.19% 3.612%
14 9.150 615 618 620 rBVY 4068278 4677263 100.00% 10.884%
15 9.219 622 624 626 rVB 46418 57529 1.23% 0.134%

16 9.539 650 652 656 rvB 404908 422610 9.04% 0.983%
17 9.756 669 671 673 rBvY 84779 125703 2.69% 0.293%
18 9.825 674 677 679 rvVV 1362206 1571338 33.60% 3.657%
19 10.248 713 714 716 rVB 165552 123874 2.65% 0.288%
20 10.465 731 733 736 rBV 53505 83877 1.79% 0.195%

21 10.613 743 746 751 rVB 376802 466630 9.98% 1.086%
22 10.716 754 755 760 rVB 163489 242240 5.18% 0.564%
23 11.162 792 794 796 rBV 113403 143214 3.06% 0.333%
24 11.299 804 806 810 rBV 1353397 1549010 33.12% 3.605%
25 11.356 810 811 815 rVB3 68694 83894 1.79% 0.195%

26 11.596 829 832 834 rBvV 64509 83583 1.79% 0.195%
27 11.859 854 855 858 rvB 270207 279269 5.97% 0.650%
28 11.928 858 861 864 rVB 89630 119672 2.56% 0.278%
29 12.236 886 888 890 rBV 44902 53349 1.14% 0.124%
30 12.351 895 898 900 rBVvV2 29969 48658 1.04% 0.113%

31 12.511 911 912 915 rBV 92471 133016 2.84% 0.310%
32 12.705 927 929 930 rBV 75474 77824 1.66% 0.181%
33 12.751 930 933 935 rVvB 74156 131577 2.81% 0.306%
34 12.888 942 945 947 rBV 3397377 3220022 68.84% 7.493%

8270-BF013017.M Tue Mar 07 06:19:13 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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
35 13.311 980 982 985 rBv4 18995 48975 1.05% 0.114%
36 13.448 992 994 996 rBV2 36074 52431 1.12% 0.122%

37 13.779 1020 1023 1028 rVB2 242797 386195 8.26% 0.899%
38 13.939 1035 1037 1042 rVB 1064008 1101086 23.54% 2.562%
39 14.099 1049 1051 1055 rBV 45199 71164 1.52% 0.166%
40 14.408 1076 1078 1083 rBV 64731 133406 2.85% 0.310%

41 14.694 1101 1103 1106 rVB2 56664 85244 1.82% 0.198%
42 15.357 1158 1161 1164 rBVY 792199 1025081 21.92% 2.385%
43 15.757 1193 1196 1198 rBVY 95886 143028 3.06% 0.333%
44 16.214 1233 1236 1241 rVB 90055 171065 3.66% 0.398%
45 16.751 1280 1283 1287 rVB2 78051 148177 3.17% 0.345%

Sum of corrected areas: 42971876
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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

Abundance TIC: BF093382.D
4000000

6.43

3000000 6oz 30

4.94 6.56
5.38

4.26
2000000

1000000 6.78

g
3.22 L J B 713 |\ 7.8

e e O B L

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: BF093382.D
4000000 915

12.89

3000000

2000000

8.06 9.82 11.30

1000000

ne 10.61 11.86
.3611.60 11.93 12 2z 3E2.5121

| 133845

I
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: BF093382.D
4000000

3000000

2000000

13.94
15.36

1000000

1410 14.41 14.69 15.76 16.21 16.75

o T T T T T ]

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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.26 54 .68 ng 3292990 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 94
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. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 190 (4.258 min): BF093382.D (-187) (-) m/z 55.10 100.00%
58.1 83.1
5000
43.0 8.1 ‘A_
| | era 400 420 440 4.60
...,”..,”..,”..ﬂu..r”:.,”.:,”..,J..,”..,”.., m/z 83.10 96.71%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 L I I LR I
20,0 43.0 98.0 400 420 440 4.60
' m/z 43.05 40.95%
“ ‘\\ M‘ | 670750 |
miz--> e N e N A s A
Abundance
83.0
250 IS SRS S R R
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.23%
29.0
98.0
69.0 A\
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 T s e
55.0 83.0 400 420 440 4.60
m/z 39.10 27 .08%
41.0
5000 270 98.0
15‘.0 ‘ ‘ 69‘ .0
| 1 ' ‘ | |
m/z--> 10 20 3'0 4'0 5I 60 ' 8|0 90 1(')0 ' 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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
404 59.30ng 3570780  1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 50

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

000540-88-5 39
017348-59-3 36

4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
Abundance Scan 250 (4.944 min): BF093382.D (-247) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 4.60 480 500 520
83.1
S | NSSSSN| NS -: R RN 4 SN m/z 59.10 59.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB BB |
59.0 460 4.80 5.00 5.20
m/z 101.10 17.20%
\?]-‘.0 L L 83.0 10:‘I"0
I i i e o o o o LA I o e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e N  EamEans
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.91%
20.0 101.0
15.0 73.0 83.0
I i e o o o N BLA i o o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.42%
5000
41.0
‘\‘\ | \‘\50'0‘\\\ 73.0 86.0 ‘
L i e o o o o B B o R E s
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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 unknown6.56 Concentration Rank 4

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

6.56 53.46 ng 3219620 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 391 (6.556 min): BF093382.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 681
96.1 rrrrTyTTTT T T T T T T
40.1 540 6.20 6.40 6.60 6.80
R i :|-.|.'.8,1-9. S - | m/z 68.10 35.66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SR A S
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.31%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 660 680
5000 67.0 m/z 66.05 22.68%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B N ERmEEmamas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 13.73%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A RRREE RS
m/z--> 40 60 80 100 120 140 160 180 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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.13 ng 242240 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 755 (10.716 min): BF093382.D (-754) (-) m/z 57.10 100.00%
5%.1
5000
39 113.1 10.40 10.60 10.80 11.00
1402 1692 m/z 43.10 69.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 U AR AR R SRR
85.0 10. 40 10. 60 10. 80 11.00
29.0 : m/z 71.10 55.94Y%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10,40 1060 10.80 11.00
5000 m/z 85.10 32.15%
85.0
29.0
113. 0 141 0 184 0
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 260 250
Abundance #73980: Pentadecane, 7-methyl- R B e ARA
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.32%
5000
29.0 820
: 112.0
S I T N T X.5 -1 - N B et ined
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 7.01 ng 386195 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 86
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 86
5 1-Octadecanol 270 C18H380 000112-92-5 83
Abundance Scan 1023 (13.779 min): BF093382.D (-1020) (-) m/z 57.10 100.00%
5%.1
5000 l M/\V_JJ\J\#*
L BUIUSR PNLR NI UL B
309.1 13.40 13.60 13.80 14.00
- ,....,l.]f..,.1'.8.1.2,.2.3:4.1,.2‘.8.1.1,....,....,....,...., m/z 43.10 83.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 AR U AR UL
Bmmmnmmm
m/z 55.10 78.79%
25.0
| ‘ : M | 1299 167.0 2100 267.0307.0 490.0
m/z--> 55 160 1%0 260 2%0 300 3%0 460 4%0 '
Abundance
57.0
97.0 1340 13.60 13.80 14.00
5000 m/z 83.10 71.43%
139.0 1899 2380 555 ‘ML
miz-> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e AREEEE RE S
43.0 13.40 13.60 13.80 14.00
m/z 97.10 61.74%
L1250 1680 2100 2520
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 4&1;0 ' 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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 1-Decanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .41 2.42 ng 133406 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 86
2 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 58
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 52
4 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 46
5 Octadecane 254 C18H38 000593-45-3 45
Abundance Scan 1078 (14.408 min): BF093382.D (-1076) (-) m/z 57.10 100.00%
T M/\W\M
5000
186.1 2241 25419792 14.00 14.20 14.40 14.60 14.80
e m/z 43.10 71.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83804: 1-Decanol, 2-hexyl-
57.0
5000 LR AU
29.0 Mmmmmmmmmm
m/z 55.10 46 .58%
Il M ‘ 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
83.0 14.00 14.20 14.40 14.60 14.80
5000 m/z 71.10 46.47%
111.0
139.0167.0 195.0 236.0 264.0 293.0 350.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94521. Hexadecane, 1-chloro- LS N L LN LN N L
57.0 14.00 14.20 14.40 14.60 14.80
m/z 83.10 38.73%
5000 \ﬂWVJNLU\PAANA\“VV“//%\AVV“
29.0 91.0
119.0 147.0 175.0 203.0 231.0 2690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 9 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.76 2.79 ng 143028 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetradecane 198 C14H30 000629-59-4 93
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
Abundance Scan 1196 (15.757 min): BF093382.D (-1193) (-) m/z 57.10 100.00%

57.1
5000 85.1
15.40 15.60 15.80 16.00
1412
) -‘h (1216921982 | 23822661292 3552 nsz 71.10  61.68%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 LR DAL DU UL B B

15.40 15.60 15.80 16.00
m/z 43.10 59.66%

29.0 113.0
\‘ Al ‘\ “\ I h‘ H‘ “14‘:‘[0‘16‘9019702250253 0 296. 0
L e e | L B e e B A T T T
m/z--> 50 100 150 200 250 300 350

Abundance
57.0
B B
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 45_13%
29.0
113'0141'0169.0 198.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane R EARmE RS
57.0 15.40 15.60 15.80 16.00
m/z 55.10 21.51%
5000 85.0
29.0
iy I\11?014101690197022502540
T T T T B B
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093382.D

Aca On : 4 Mar 2017 2:02

Operator : SJ/MA

Sample : 12078-09

Misc :

ALS Vial : 21 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.89 ng 148177 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Eicosane 282 C20H42 000112-95-8 64
3 1-lodoundecane 282 C11H231 004282-44-4 53
4 Nonadecane 268 C19H40 000629-92-5 52
5 Heptacosane 380 C27H56 000593-49-7 52
Abundance Scan 1283 (16.751 min): BF093382.D (-1280) (-) m/z 57.10 100.00%
571.1
5000 85.1
276.1

113.1 1551 16.40 16.60 16.80 17.00
11862 222.2 303.1 3422
A g 1802 2222492 ) 3081 3422 m/z 71.10 60.46%

NN

m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57.0
85.0
5000 LA L L L L L LB L L B
16.40 16.60 16.80 17.00
20.0 m/z 43.10 57.68%
I e e e o B L o e e e e S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R A e e o
16.40 16.60 16.80 17.00
5000 m/z 85.10 43.04%
85.0
29.0
113.0141.0169.0 282.0
T L A e e e e L e o e e e e I
m/z--> 50 100 150 200 250 300 350
Abundance #107007: 1-lodoundecane R e EEaE L
57.0 16.40 16.60 16.80 17.00
m/z 276.15 25.87%
5000 85.0
280 155.0
{\\\kw | | 130 | 183.0211.0 282.0
I A e e e e e LA A o o e e e e
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\
Data File : BF093382.D

Acq On > 4 Mar 2017 2:02

Operator : SJ/MA

Sample - 12078-09

Misc :

ALS Vial : 21 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]
3-Penten-2-one, 4. .. 4.26 54.7 ng 3292990 1 6.78 1204390 20.0
2-Pentanone, 4-hy... 4.94 59.3 ng 3570780 1 6.78 1204390 20.0
unknown6 .56 6.56 53.5 ng 3219620 1 6.78 1204390 20.0
Hexadecane 10.72 3.1 ng 242240 4 11.30 1549010 20.0
17-Pentatriacontene 13.78 7.0 ng 386195 5 13.94 1101090 20.0
1-Decanol, 2-hexyl- 14 .41 2.4 ng 133406 5 13.94 1101090 20.0
Heneicosane 15.76 2.8 ng 143028 6 15.36 1025080 20.0
Heptadecane 16.75 2.9 ng 148177 6 15.36 1025080 20.0
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