LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 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-BF041717 .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

3.943 337 341 353 rBV 466654 582626 17.67% 2.158%
4_.331 403 407 422 rBV 3074272 3205377 97.21% 11.873%
rBv 34876 36804 1.12% 0.136%
5.407 584 590 605 rBvV 2723079 3238819 98.22% 11.997%
5.525 606 610 614 rBV 3109375 3297397 100.00% 12.214%
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6 5.772 648 652 660 rBvV 685545 642174 19.48% 2.379%
7 5.948 677 682 685 rBVY 2716314 2520944 76.45% 9.338%
8 6.425 757 763 766 rBV 1806763 1978542 60.00% 7.329%
9 7.260 901 905 913 rBV 919191 827109 25.08% 3.064%
10 8.583 1125 1130 1133 rBV 3255040 3223219 97.75% 11.939%

11 9.083 1212 1215 1220 rBV 253296 231709 7.03% 0.858%
12 9.395 1258 1268 1279 rBV2 856283 871583 26.43% 3.228%

13 9.989 1365 1369 1374 rBvV 48221 45186 1.37% 0.167%
14 10.377 1430 1435 1438 rBV 1506167 1657873 50.28% 6.141%
15 10.577 1465 1469 1476 rBV 57159 79713 2.42% 0.295%
16 11.130 1559 1563 1566 rBV 42026 40637 1.23% 0.151%

17 11.219 1574 1578 1582 rBV 749290 693373 21.03% 2.568%
18 11.954 1699 1703 1711 rBV2 94173 115301 3.50% 0.427%
19 13.195 1909 1914 1918 rBV 2014079 2245340 68.09% 8.317%
20 14.360 2107 2112 2122 rBV4 61190 123369 3.74% 0.457%

21 14.471 2126 2131 2135 rBV 590098 622506 18.88% 2.306%

22 15.142 2241 2245 2253 rBV 39594 58802 1.78% 0.218%

23 15.859 2363 2367 2372 rBV 87920 96865 2.94% 0.359%

24 16.101 2403 2408 2419 rVB 420225 504676 15.31% 1.869%

25 16.583 2487 2490 2496 rVB 38375 56780 1.72% 0.210%
Sum of corrected areas: 26996724
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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\BF042817\

BF094694.D

28 Apr 2017 20:04

SJ/MA

12895-04

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094694.D

4.33 52

5.41

5.95

6.42

7.26
5.77

4.71

045
Time--> 2.00

I
6.00

T
6.50

T
7.00

T
7.50

T
2.50

I
3.00

T
3.50

1
4.00

T I
4.50 5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094694.D
58

13.19

10.38

9.40 11.22

11.95
A

i

11.

Time-->

10.50 11.00 11.50

12.00 12.50 13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094694.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

3.94 18.15 ng 582626 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.943 min): BF094694.D (-337) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 NSNS RAREE RARE
| 831 | 3.60 3.80 4.00 4.20
SNBESN 1 MNSNSS 1 'SHBSNS — m/z 59.10 63.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N N L LR
59.0 360 3.80 400 420
m/z 101.00 22 .57%
?1‘.0 L1 L 83.0 10%.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420
5000 410 m/z 58.10 15.73%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e A
43.0 3.60 3.80 4.00 4.20
m/z 41.10 9.83%
5000 1010
28.0 59.0 610
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....,?.'(.).,.T..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown5.52 Concentration Rank 1

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

5.52 102.70 ng 3297400 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-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 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 609 (5.519 min): BF094694.D (-606) (-) m/z 132.00 100.00%
13%.0
5000 68.0
00 510 || gao %070 S50 ko 560 58
SR s | IO : . N .2 N [ . m/z 68.05 40.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i e e e
M0 530 . m/z 134.00  31.95%
‘ ‘ 79.0 :
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 550 a0 560 5By
5000 m/z 66.00 24 .49Y%
31.0 51.0
wwmwwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L L L B LB BN |
132.0 520 5.40 5.60 5.80
m/z 69.05 16.21%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.58 2.30 ng 79713 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1469 (10.577 min): BF094694.D (-1465) (-) m/z 57.05 100.00%

57.0
5000 85.1

10. 20 10 40 10. 60 10. 80

39 113.0 1411
...,....,:..|-,..l'..,!...',....,....~.... e | M/z 71.05  65.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57.0
5000 |||||||||||||||||||
85.0 10.20 10.40 10.60 10.80
29.0 m/z 43.05 56.14%
| ‘\ [ A 1130 1410 1690 1970 226.0
R B L I e B B A B i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T
10.20 10.40 10.60 10.80
5000 m/z 85.10 44 . 44Y%
85.0
29.0
113.0 141.0 168.0 212.0
A I e o B e N R R EAmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0 10.20 10.40 10.60 10.80
m/z 41.05 29.41%
5000
85.0
29.0
\‘ ‘\ H -y I 1130 141.0 184.0
L LI B o o e e o IR o e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10 40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.33 ng 115301 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 30
Abundance Scan 1702 (11.948 min): BF094694.D (-1699) (-) m/z 73.00 100.00%
430 73.0
5000 S
129.1
97.0
I HM| mlmﬂ2n3 056.3 11.60 11.80 12.00 12.20
...,....,.'... My L 268 m/z 60.00 89.20%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
VJM 1570 1geo 2130 260 | M/Z 43.05  88.65%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12,00 12.20
m/ 57.10 75.20%
5000 129.0 z 0
185.0 228.0
97.0
157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 M
Abundance #95851: Pentadecanoic acid IR R e A
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 70.94%
15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.96 ng 123369 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 2112 (14.360 min): BF094694.D (-2107) (-) m/z 43.00 100.00%
43.0 97.0
5000
‘ 1391 101 14.00 14.20 14.40 1460
—— ..lhhh!',...!,n...,.... T e m/z 57.10 97.63%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55,0
5000 LR AR DU BN BURBLEE B
14. 00 14. 20 14. 40 14.60
m/z 55.00 96.24%
199 | 1, \‘ H ‘H‘ ‘3‘90“ 1820 2240 2660
m/z--> 50 260 2%0 360 3éo '
Abundance
430 830
14.'00 14.'20 14.'40 14.I60 '
5000 m/z 69.10 91.29%
125.0

167.0 210.0 250.0280.0

m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R BE T o
57.0 14.00 14.20 14.40 14.60
97.0 m/z 97.00 90.27%
5000
169.0
2
i W ‘ ! fl D% | 1m0 2410 392.0
il AN WS S A A P
m/z--> 50 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.84 ng 96865 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2367 (15.859 min): BF094694.D (-2363) (-) m/z 57.10 100.00%

517.1
5000

1131 15.60 15.80 16.00 16.20

m/z 71.10 74 .06%

281.0

141.1 183.1205.2 239.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0
85.0
5000 LA L L L L LB L L

15 60 15. 80 16. 00 16 20

m/z 43.05 56 .88%
29.0 ‘ \1130 141.0 169.0 197.0 282.0
reprere bbbl e e oo o0, 2250 253.0 2520
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
—
650 15.60 15.80 16.00 16.20
5000 m/z 85.10 56.80%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0
mﬁmﬁmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #94346: Heptadecane [ e
57.0 15.60 15.80 16.00 16.20
m/z 41.00 22 .68%
85.0
- W
29.0
L “ b H11?0\1410 169.0 1970 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094694.D

Aca On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample : 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.58 2.25 ng 56780 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 78
3 Hexacosane 366 C26H54 000630-01-3 72
4 Triacontane 422 C30H62 000638-68-6 59
5 1-lodoundecane 282 C11H23l1 004282-44-4 59

Abundance Scan 2490 (16.583 min): BF094694.D (-2487) (-) m/z 57.10 100.00%
57.1
5000
99.0 U AR N SN
141.1 47812111 2831 327.1 16.20 16.40 16.60 16.80 17.00

m/z 71.10 66.81%

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L L LI L L L ™1

16.20 16.40 16.60 16.80 17.00
m/z 43.05 49 _.37%

99.0
Zqok h 4 1410 183.0 225.0 267.0 309.0 351.0380.0

“\ A
B A A e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
o e s = o
10,0 16.20 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 48.49%
99.0
141.0
27.0 181.0 | 230.0268.0 5100
T e e SR T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R REmEE e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 41.10 21.25%
5000
99.0
BN | 1410 1830 2250 267.0 309.0 _ 367.0
bl B N e o e s = o
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094694.D

Acq On : 28 Apr 2017 20:04

Operator : SJ/MA

Sample - 12895-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.94 18.1 ng 582626 1 5.77 642174 20.0
unknown5 .52 5.52 102.7 ng 3297400 1 5.77 642174 20.0
Hexadecane 10.58 2.3 ng 79713 4 11.22 693373 20.0
n-Hexadecanoic acid 11.95 3.3 ng 115301 4 11.22 693373 20.0
1-Heneicosanol 14.36 4.0 ng 123369 5 14.47 622506 20.0
Eicosane 15.86 3.8 ng 96865 6 16.10 504676 20.0
Heptacosane 16.58 2.3 ng 56780 6 16.10 504676 20.0
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