LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 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-BF102616.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 3.584 126 131 136 rBv 25334 49941 1.24% 0.148%
2 4.887 243 245 256 rBV 506552 674466 16.74% 1.998%
3 5.333 281 284 286 rBVY 2349239 2840639 70.51% 8.415%
4 6.384 373 376 378 rBVY 2473787 3308826 82.13% 9.802%
5 6.499 384 386 389 rBVY 2705543 3106286 77.11% 9.202%
6 6.739 404 407 409 rBV 900360 1049685 26.06% 3.110%
7 6.887 418 420 423 rBV 2429502 2403697 59.67% 7.121%
8 7.299 454 456 459 rBV 1714441 1772469 44._.00% 5.251%
9 8.019 517 519 522 rBVY 1515771 1567294 38.90% 4.643%
10 9.105 611 614 616 rBVY 4076475 4028586 100.00% 11.935%
11 9.185 619 621 624 rVB 45511 59979 1.49% 0.178%
12 9.493 646 648 651 rBV 491525 572903 14.22% 1.697%
13 9.630 658 660 663 rBV 34387 43369 1.08% 0.128%

14 9.722 663 668 670 rBvV 98226 126590 3.14% 0.375%
15 9.779 670 673 675 rBY 1538060 1746578 43.35% 5.174%

16 10.213 709 711 713 rVB 179898 170037 4.22% 0.504%
17 10.430 727 730 733 rBV 68409 119776 2.97% 0.355%
18 10.556 739 741 744 rBV2 1124281 1400109 34.75% 4.148%
19 10.693 751 753 757 rVB 183638 299698 7.44% 0.888%

20 10.888 767 770 774 rBV2 25460 72256 1.79% 0.214%
21 11.139 790 792 793 rBV 131380 139423 3.46% 0.413%
22 11.162 793 794 797 rVB 57255 64687 1.61% 0.192%
23 11.253 800 802 806 rBV 1522143 1503016 37.31% 4._.453%
24 11.333 806 809 811 rvB2 42948 73309 1.82% 0.217%
25 11.562 827 829 831 rBV 101967 82594 2.05% 0.245%
26 11.859 854 855 860 rvB4 22092 50838 1.26% 0.151%
27 11.973 862 865 866 rBvV 42415 54240 1.35% 0.161%
28 12.305 892 894 896 rBvV2 34042 48685 1.21% 0.144%
29 12.362 896 899 900 rvB2 39017 55999 1.39% 0.166%
30 12.396 900 902 904 rBV2 21418 40921 1.02% 0.121%

31 12.465 906 908 910 rBV 142403 142962 3.55% 0.424%
32 12.693 924 928 930 rBv2 115912 186439 4.63% 0.552%
33 12.842 939 941 944 rBV 3346575 3008774 74.69% 8.914%
34 13.334 981 984 986 rBV 107361 229851 5.71% 0.681%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 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-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.745 1018 1020 1024 rBV 286434 359117 8.91% 1.064%
36 13.894 1030 1033 1035 rBV 853517 1111498 27.59% 3.293%

37 15.288 1152 1155 1165 rVB 779930 1083413 26.89%% 3.210%
38 17.014 1303 1306 1310 rVB 51195 106223 2.64% 0.315%

Sum of corrected areas: 33755173
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110116\

BF090965.D

1 Nov 2016 21:49

UmM/sJ

H5463-05

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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4000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.89 12.85 ng 674466 1,4-Dichlorobenzene-d4 6.74
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-(1-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 25

Abundance Scan 245 (4.887 min): BF090965.D (-243) (-) m/z 43.10 100.00%
43
59
5000
101 460 4.80 5.00 520
O St 3 e 8 | T 10 58, 02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L R L
59 460 480 5.00 5.20
m/z 101.10 16.82%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
59
460 4.80 500 520
5000 m/z 58.10 15.63%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R o B ....
50 460 480 5.00 5.20

m/z 41.10 8.64%

5000
41
A A=< N 73 86 \

e N 1 TR 1 L C AN, L N NN A RAeaanaras 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\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.50 Concentration Rank 1

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

6.50 59.19 ng 3106290 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 386 (6.499 min): BF090965.D (-384) (-) m/z 132.00 100.00%
68
5000
75 e ‘ 620 640 6.60 6.80
104 . . : )
o..,....,....,...:,“.'.‘.‘? o Sk '.|....,..5.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 53.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 DR LR SR LR
6.20 6.40 6.60 6.80
104 m/z 66.10 33.67%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> 90 % 4 5 e 7o 8 o 100 130 130 130 1k
Abundance
132
6.20 6.40 6.60 6.80
5000 m/z 134.00 31.96%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one e ]
68 6.20 6.40 6.60 6.80
m/z 69.10 20.89%
5000
96
27 55
0..“.E§HJW.HMIH.“HH,”.,”.ﬁﬁ.w.”w.”.“”.“.”“.”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.99 ng 299698 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 753 (10.693 min): BF090965.D (-751) (-) m/z 57.10 100.00%
57
5000 85
4 ) W S
| | 113 140 168184 10.40 10.60 10.80 11.00
O NN U N S S PR e A m/z 71.10 71.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544: Tridecane
57
5000 LA U SURLUR BRI R
85 10. 40 10. 60 10.80 11.00
4 m/z 43.10 57.54%
0L.20] “\ e e 141186 164
m/z--> 25 Jo éo 85 160 150 150 160 180 200 250 240 2éo 280 360
Abundance
57
1040 10.60 10.80 11.00
5000 85 m/z 85.10 39.17%
41
o 113,59 155 %3 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane R
57 10.40 10.60 10.80 11.00
m/z 41.10 26.02%
5000
4 85
0 25 ‘ | 4 113 a1 169 197 225 253 282
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 10. 40 10. 60 10 80 11'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.33 4.14 ng 229851 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 53
5 Dodecanamide 199 C12H25N0 001120-16-7 52

Abundance Scan 984 (13.334 min): BF090965.D (-981) (-) m/z 59.10 100.00%

59

_?

5000
126 13.00 13.20 13.40 13.60
154 184 213230246 264
0 281 300 m/z 72.10 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 TT LI L L L N L |
13. 00 13 20 13. 40 13.60
41 m/z 55.10 35.54%
Jas || 8398114 156 154160160100 220208 264 2L
.”,””,”.q“.w”.w T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
s o R
13.00 13.20 13.40 13.60
5000 m/z 41.10 28.29%
43 227
o2 82 97112128143 166184 1o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91513: Hexadecanamide R e R RR B
59 13.00 13.20 13.40 13.60
m/z 43.10 23.64%
5000

i

M o 86 114 44> 170 195212227 255
o.np.”,“”,””,””,”.w”.w.”w.”..”..”..”..”..”.P”.P. e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13 20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090965.D

Aca On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 6.46 ng 359117 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 1-Pentadecanol 228 C15H320 000629-76-5 93
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1020 (13.745 min): BF090965.D (-1018) (-) m/z 57.10 100.00%

57 83

§

5000

13.40 13.60 13.80 14.00
m/z 55.10 90.66%

230
139 167182 200215

o

, 247263 281 303
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72491: Cyclohexadecane

55 83

%

5000

13.I4O 13!60 13.I80 14.IOO
m/z 83.10 86.31%

126 153155 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 MA}LM
Abundance
43
69 L IR DAL I ML B
97 13.40 13.60 13.80 14.00
5000 m/z 43.10 83.96%
0 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75194: 1-Pentadecanol  EEaaa e e  E REREE
43 13.40 13.60 13.80 14.00

m/z 69.10 83.38%

5000

%

12

140 qg7182 210

Ol bbb RS ——

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110116\
Data File : BF090965.D

Acq On : 1 Nov 2016 21:49

Operator : UM/SJ

Sample : H5463-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.89 12.9 ng 674466 1 6.74 1049690 20.0
unknown6 .50 6.50 59.2 ng 3106290 1 6.74 1049690 20.0
Tridecane 10.69 4.0 ng 299698 4 11.25 1503020 20.0
9-Octadecenamide, ... 13.33 4.1 ng 229851 5 13.89 1111500 20.0
Cyclohexadecane 13.74 6.5 ng 359117 5 13.89 1111500 20.0
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