LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG062217\

Data File : BG027603.D

Aca On 22 Jun 2017 19:34 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 i 13799-13 sa@saxségo
ALS Vial : 9 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:\HPCHEM1\BNA G\METHODS\8270-BG062117.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 5.639 292 298 310 rBV 56329 94562 5.14% 1.104%
2 6.085 366 374 383 rBV 322588 556855 30.29% 6.499%
3 7.642 629 639 648 rBV 317731 594202 32.32% 6.935%
4 8.036 699 706 717 rVB 324229 582397 31.68% 6.797%
5 8.506 779 786 794 rBB 65038 116257 6.32% 1.357%

8.829 832 841 850 rBB 227927 407089 22.14% 4._.751%
9.669 976 984 993 rBV 179601 344406 18.73% 4._.020%
11.320 1257 1265 1273 rBV 87588 172468 9.38% 2.013%
13.712 1660 1672 1680 rBV 530839 859977 46.78% 10.037%
14.516 1804 1809 1815 rBV 52320 79274 4_.31% 0.925%

=
QO ~NO®

11 15.086 1899 1906 1916 rVvB2 153232 257174 13.99% 3.002%
12 16.573 2152 2159 2169 rBV 524026 844655 45.95% 9.858%
13 17.836 2365 2374 2384 rVB2 242639 391765 21.31% 4.572%

14 18.670 2512 2516 2526 rBV 35906 59236 3.22% 0.691%
15 19.928 2726 2730 2737 rBV2 18555 28783 1.57% 0.336%
16 20.075 2749 2755 2760 rBV2 21754 26269 1.43% 0.307%
17 20.415 2806 2813 2819 rBV 1298024 1838327 100.00% 21.456%
18 21.755 3036 3041 3054 rBV5 28894 67183 3.65% 0.784%

19 22.202 3110 3117 3127 rVB 259523 477575 25.98% 5.574%
20 25.633 3676 3701 3703 rBv4 68157 304914 16.59% 3.559%
21 25.839 3725 3736 3750 rVvB2 136198 464713 25.28% 5.424%

Sum of corrected areas: 8568081
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG027603.D
1200000

1000000
800000
600000

400000 6.09 7.64 8.04

8.83
200000 9.67

5.64 8.51 11.32

T T T T T T
Time--> 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027603.D

24.42
1200000

1000000
800000

6000007 13 71 16.57

400000

17.84 22.20
200000 15.09

14.52 A 18.67 1920307 21.76
o) L\ G 1 G St S | IO SRSy SERES SR

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027603.D

1200000

1000000

800000

600000

400000

200000 25.84
25.6

O R e e e e e e e

Time--> 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.64 16.27 ng 94562 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2-Nonanone 142 C9H180 000821-55-6 12
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 298 (5.639 min): BG027603.D (-292) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 LR AR L R
| 83.0 540 5.60 5.80 6.00
U1 U | St —— m/z 59.00 61.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I UL L I
59.0 540 560 580 6.00
0
150 4, 1010 m/z 101.00 18.43%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 540 560 580 6.00
5000 41.0 m/z 58.10 17.39%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19930: 2-Nonanone
43.0 540 5.60 5.80 6.00
m/z 41.10 9.62%
5000
>80 71.0
" 84.0
“'v'“v'“l““w“'WHMW'“ﬁL“'ww“V'“'}Q%R'WH'W'“W'”'l U U I L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 100.19 ng 582397 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 707 (8.042 min): BG027603.D (-699) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 \| mo im0 T80 500 520 50
bt bl AR L R0 W m/z 68.00  48.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AR MRS RSN R A
69.0 7.80 8.00 8.20 8.40
390 57.0 ' m/z 66.00 33.55%
: H ‘ 89.0 103.0 ‘
""I"'jN”'”'f"'I""I'”?'I""I"”'I‘H'I%%Qpl""l"'I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
780 8.00 820 840
5000 97.0 m/z 134.00 32.98%
70.0
31.0
44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B R Ema e
132.0 7.80 8.00 8.20 8.40
69.0 m/z 69.10 20.38%
104.0
5000
31.0 51.0
'“'m'mlJ'wH“'w'“lHqu“'w'“l“'w'“'w'“l“'w" U LU N IR U
m/z--> 30 40 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40

8270-BG062117.M Fri Jun 23 18:18:09 2017

Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.67 3.02 ng 59236 Phenanthrene-d10 17.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2516 (18.670 min): BG027603.D (-2512) (-) m/z 73.00 100.00%

430 |, 73.0
5000 129.1

213.2
157.1 1851 256.2 18.40 18.60 18.80 19.00

m/z 43.00 96.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.40 18.60 18.80 19.00

0
1570 1ggo 2130 2560 m/z 60.00 92.63%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
A A
Rl Al mEams s
18.40 18.60 18.80 19.00
5000 129.0 m/z 57.00 84 .93%
97.0 199.0 242.0
157.0
177.0
LI o i o o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 18.40 18.60 18.80 19.00
43.0 m/z 55.00 79.04%
5000 129.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.81 ng 67183 Chrysene-di12 22.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 87
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Octacosvl acetate 452 C30H6002 018206-97-8 87
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 87
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
Abundance Scan 3042 (21.761 min): BG027603.D (-3036) (-) m/z 55.10 100.00%
55,1
97.1
5000
] L 154.2 221.0 21.40 21.60 21.80 22.00
— A m/z 57.10 95.18%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000
21.40 21.60 21.80 22.00
m/z 83.00 76 .86%
150 [ |11 1390 1960 2690 sp00
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0 83.0
21.40 21.60 21.80 22.00
5000 m/z 69.10 75.11%
125.0

168.0 238.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate

43.0 97.0 21.40 21.60 21.80 22.00
m/z 43.05 70.43%

5000

39.0
L .J‘ M% | , 1810 250.0 292.0 334.0 392.0 437.0

e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027603.D

Aca On : 22 Jun 2017 19:34

Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.63 13.12 ng 304914 Perylene-di12 25.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3701 (25.633 min): BG027603.D (-3676) (-) m/z 57.10 100.00%

57.1
5000

31 T T T T
169.2 225.0 282.1 341.0 2540 2560 2580 2600

,]]!1“,,,,,,,,, m/z 71.05 65.27%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0

5000 R m e
25. 40 25 60 25. 80 26. 00

m/z 43.00 53.56%

\‘ ‘ | “]1130‘1‘690 225.0 282.0

miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
25.40 25.60 25.80 26.00
5000 m/z 85.10 43.45%
113.0
169.0 225.0 281.0 337. o 394.0
e =
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane R T Al RRaay ma
57.0 25.40 25.60 25.80 26.00
m/z 55.00 24 .08%
5000
13.0
LT 1690 25303000 379.0  477.0 5330  618.0
B N AL e Lo
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BG027603.D

Acq On 22 Jun 2017 19:34
Operator : SJ/JU

Sample : 13799-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown8 .04
n-Hexadecanoic acid

Trifluoroacetoxy ...

Eicosane

8270-BG062117 .M Fri

RT EstConc Units Response

2-Pentanone, 4-hy...

5.64 16.3 ng
8.04 100.2 ng
18.67 3.0 ng
21.76 2.8 ng
25.63 13.1 ng

Jun 23 18:18:12 2017

94562
582397
59236
67183
304914

\\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062217\

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

1 8.51 116257 20.0
1 8.51 116257 20.0
4 17.84 391765 20.0
5 22.20 477575 20.0
6 25.84 464713 20.0
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