LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

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-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 5.116 263 265 271 rBV 1045725 1538271 40.04% 4 .550%
2 5.550 300 303 305 rBVY 2335672 3348440 87.15% 9.903%
3 6.579 389 393 395 rBVY 2364418 3581867 93.23% 10.594%
4 6.704 401 404 406 rBVY 3508999 3367004 87.63% 9.958%
5 6.933 422 424 426 rBVY 1009018 860265 22.39% 2.544%
6 7.093 435 438 440 rBV 2472580 2711975 70.59% 8.021%
7 7.493 470 473 476 rBV 1579791 2109950 54.92% 6.240%
8 8.225 534 537 539 rBV 748559 1069968 27.85% 3.164%
9 9.299 628 631 633 rBY 3791953 3842123 100.00% 11.363%
10 9.688 663 665 669 rBV 400066 366436 9.54% 1.084%
11 9.973 688 690 692 rBY 1396062 1204414 31.35% 3.562%
12 10.396 724 727 729 rBV 67223 94191 2.45% 0.279%
13 10.625 744 747 750 rBV 30164 51624 1.34% 0.153%

14 10.762 756 759 762 rBV 1613503 1827180 47.56% 5.404%
15 10.876 764 769 772 rBV 146795 235812 6.14% 0.697%

16 11.071 784 786 790 rBv4 16565 45726 1.19% 0.135%
17 11.322 806 808 809 rBvV 121923 108970 2.84% 0.322%
18 11.356 809 811 813 rvB2 30629 45664 1.19% 0.135%
19 11.459 818 820 826 rBV 1344323 1276151 33.21% 3.774%
20 11.745 843 845 848 rBV 77939 77903 2.03% 0.230%
21 12.156 879 881 884 rVvB 35866 41264 1.07% 0.122%
22 12.671 924 926 928 rVB 68276 61466 1.60% 0.182%
23 12.865 940 943 944 rBV 125669 127803 3.33% 0.378%
24 12.899 944 946 948 rvV 53332 59185 1.54% 0.175%
25 12.934 948 949 953 rVB3 29415 42295 1.10% 0.125%

26 13.048 956 959 961 rBV 3184297 3270318 85.12% 9.672%
27 13.562 1002 1004 1006 rBV 80627 82035 2.14% 0.243%
28 13.951 1035 1038 1045 rBV2 83831 162323 4.22% 0.480%
29 14.099 1048 1051 1053 rBV 981747 1053835 27.43% 3.117%

30 14.591 1092 1094 1100 rVB4 19142 42714 1.11% 0.126%
31 15.014 1128 1131 1133 rVB2 32755 38564 1.00% 0.114%
32 15.128 1139 1141 1145 rVB 24772 46192 1.20% 0.137%
33 15.254 1149 1152 1158 rBV6 10714 40636 1.06% 0.120%

34 15.562 1176 1179 1185 rBV 556732 866508 22.55% 2.563%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

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 - 0 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 16.008 1215 1218 1222 rVB 33454 58901 1.53% 0.174%
36 17.174 1317 1320 1323 rVB4 28881 53762 1.40% 0.159%

Sum of corrected areas: 33811735
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020217\

BF092775.D

3 Feb 2017 12:58

SJ/MA

11378-06

38 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

Misc :

ALS Vial : 38 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 35.76 ng 1538270 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 265 (5.116 min): BF092775.D (-263) (-) m/z 43.10 100.00%
431
59.1
5000
| eor O W0 5bo 550 sk
e e e e e m/z 59.10 56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk 50 sk k|
0
150 a0 1010 m/z 58.10 15.41%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 15.38%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A Rma T ERRES
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.05%
5000 41.0
31.0
‘ 69.0 870
15.0 M‘ L1500l ‘ 98.0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

Misc :

ALS Vial : 38 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 unknown6.70 Concentration Rank 1

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

6.70 78.28 ng 3367000 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 404 (6.704 min): BF092775.D (-401) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 R R R
401 541 | 6.40 6.60 6.80 7.00
..,....,....,...:,".'..:,:.'..,::.'.|,..'..,?‘.‘3;9,...'.,.197.-9....,....,~'...,... m/z 68.10 40.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o ok b Tk
M0 530 0 e m/z 134.10 32.87%
‘ ‘ 79.0 '
||||||||||||||||i‘“‘|||i‘||‘||||‘|‘H‘|||‘|‘|‘|‘||||‘|||‘i||||||||||‘|‘||||||‘ ‘”III“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono Ton0 G0 650 700
5000 m/z 66.10 26.28%
31.0 51.0
wwmwwmﬁrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R e e e A,
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.74%

5000

104.0

66.0
140 27.0 390 510 770 495 | 1150 |
S 20O Y N W SO N2 S| S § S § G —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

Misc :

ALS Vial : 38 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.88 3.70 ng 235812 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 769 (10.876 min): BF092775.D (-764) (-) m/z 57.10 100.00%

57.1
5000

10.60 10.80 11.00 11.20
m/z 43.10 62.35%

113.1 141.2164.0 189.2 231.2
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 I R E S E s e
85.0 1060 10.80 11.00 11.20
29.0 m/z 71.10 55.51%
Ll 1130 1410 1690 282.0
T T e [T T T e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e e
10.60 10.80 11.00 11.20
5000 m/z 85.10 35.20%
85.0
29.0

1130 141.0 169.0 196.0 240.0

mwwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane S T T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 29.04%

5000

85.0
29.0

J‘\ Hw‘ﬂwlmom%1wonm

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

Misc :

ALS Vial : 38 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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.87 2.43 ng 127803 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 74
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 3-Amino-2.2-dimethvl-1-propanol 103 C5H13NO 026734-09-8 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 943 (12.865 min): BF092775.D (-940) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3
83.1 1571 185.1 213.2 12.60 12.80 13.00 13.20

m/z 57.10 57 .89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 LA L L L L L L L
12 60 12. 80 13. 00 13. 20
29.0 0
129.0 2570 m/z 41.10 41 .17%
| h l 301060 1570 1850 2130 | 2830 3120
P e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
A R EEE B
12.60 12.80 13.00 13.20
5000 m/z 43.10 40.70%
29.0
83.0 129.0
157.0 185.0 213.0 257'0281.0 312.0
mﬁmmmﬁmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- Al EEma s B
56.0 12.60 12.80 13.00 13.20
m/z 55.10 33.40%
5000
28.0
m 'S ‘ 830 1110 1400 1680 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092775.D

Aca On : 3 Feb 2017 12:58

Operator : SJ/MA

Sample : 11378-06

Misc :

ALS Vial : 38 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 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.08 ng 162323 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 1038 (13.951 min): BF092775.D (-1035) (-) m/z 57.10 100.00%
51.1
83.0
5000
139.2 13.60 13.80 14.00 14.20
167.1 193.1  230.1
e m/z 43.10 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 R DR B SRR B
29.0 13. 60 13. 80 14. 00 14.20 :
1250 m/z 55.10 84 .05%
I, 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
w0 15150 1380 1400 1450
5000 m/z 83.05 78.02%
29.0 111.0
153.0 182.0 208.0 255.0
WWWTWWWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene e o L
.0 13. 60 13. 80 14. 00 14. 20
m/z 97.10 72.37%
5000
125.0
154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14.00 14. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020217\
BF092775.D

3

Feb 2017 12:58

SJ/MA
11378-06

38

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

TIC Top Hit name

unknown6.70
Eicosane

Hexadecanoic acid...

1-Docosene

8270-BF013017.M Fri Feb 03 16:51:31 2017

5.12 35.8 ng
6.70 78.3 ng
10.88 3.7 ng
12.87 2.4 ng
13.95 3.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1538270
3367000
235812
127803
162323

|--Internal Standard---|

| # RT Resp Conc]
1 6.93 860265 20.0
1 6.93 860265 20.0

4 11.46 1276150 20.0
5 14.10 1053840 20.0
5 14.10 1053840 20.0
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