LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\

Data File : BG017090.D

Aca On : 12 May 2015 19:26 Instrument :
Operator : TP/1Z BNA_G

Sample  : G2195-05 UGl
Misc i TUO12-TW-04
ALS Vial : 7 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-BG050515.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 2.811 16 21 30 rBv 147454 273794 9.15% 2.013%
2 2.888 30 34 42 rVB 421226 548375 18.33% 4.032%
3 4.832 358 365 370 rBV2 31006 52477 1.75% 0.386%
4 5.314 441 447 456 rVB 292583 427939 14.30% 3.146%
5 6.912 712 719 726 rBV 207661 325510 10.88% 2.393%

6 7.259 770 778 786 rBV 519632 794999 26.57% 5.845%
7 7.717 850 856 862 rBV 154275 232944 7.79% 1.713%
8 8.035 903 910 917 rBV 537582 831335 27.78% 6.112%
9 8.875 1046 1053 1061 rBV 499275 807887 27.00% 5.940%
10 10.508 1323 1331 1339 rBV 194399 326633 10.92% 2.402%
11 12.717 1702 1707 1713 rBV3 25595 41229 1.38% 0.303%
12 12.988 1742 1753 1759 rBV 1248795 1837128 61.40% 13.508%
13 13.828 1892 1896 1901 rVB 23665 29922 1.00% 0.220%

14 14.368 1982 1988 1995 rVvB2 331628 478230 15.98% 3.516%
15 15.861 2235 2242 2248 rBV 968414 1349055 45.09% 9.919%

16 17.112 2446 2455 2461 rBV2 430316 624058 20.86% 4._.588%

17 18.011 2605 2608 2614 rBvV4 52988 73658 2.46% 0.542%
18 19.298 2824 2827 2831 rBV5 22689 33758 1.13% 0.248%
19 19.744 2897 2903 2909 rBV 2511145 2992131 100.00% 22.000%
20 21.008 3115 3118 3126 rBV5 66721 96256 3.22% 0.708%

21 21.295 3162 3167 3174 rVB 575835 684460 22.88% 5.033%
22 22.482 3365 3369 3373 rVB2 45690 62389 2.09% 0.459%
23 23.558 3546 3552 3560 rVB 356123 676622 22.61% 4_.975%

Sum of corrected areas: 13600789
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/I1Z

Sample : G2195-05

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

2.

TIC: BG017090.D

8.03 8.87

2.89

1 10.51

5.31
4.83 J

0
Time-->

8.00

8.50 9.00 9.50

10.00 10.50 11.00

3.00 3.50

4.00 4.50

500 550 6.00 650 7.00 7.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG017090.D

19,74

12.99
15.86

17.11
14.37

19.30

12.72 13.83 18.01

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG017090.D

21.30
23.56

l\

21.01 22.48
A

0
Time-->

21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/1Z

Sample : 62195-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.89 47.08 ng 548375 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
3 Acetic acid. (acetvloxv)- 118 C4H604 013831-30-6 10
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 34 (2.888 min): BG017090.D (-30) (-) m/z 73.05 100.00%

3
43
5000

L | 280 300  3.20
0 i plt01122147 221 817 355 395 422 m/z 43.00 54.32%

1
m/z--> 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

2.80 3.00 3.20
m/z 87.10 26 .89%

0 r I\‘I | ‘I | I‘I —— —— —— —— —— —— —
m/z--> I l(I)O léO 2CI)O 250 3CI)O 3é0 4CI)O
Abundance
73
280 300 320
sooo] 2 m/z 55.00 24.20%
L S L L L LN S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #8414: Acetic acid, (acetyloxy)- PP T
43 280 300 320

m/z 41.00 16.76%

5000
73

m/z--> 50 100 150 200 250 300 350 400 2 80 3. 00 3. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/1Z

Sample : 62195-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown4.83 Concentration Rank 5

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

4.83 4_.51 ng 52477 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.1-dipropoxv- 160 C9H2002 004744-11-0 45
2 Propane. 2-methoxv- 74 C4H100 000598-53-8 12
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 10
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 10
5 2-Heptanol, 2,6-dimethyl- 144 C9H200 013254-34-7 9

Abundance Scan 365 (4.832 min): BG017090.D (-358) (-) m/z 42.95 100.00%
o \J»M
101 SRR R R A R
73 213 440 4.60 4.80 5.00 5.20
ol Ml e 8% A M0 Twsz 59.00  62.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #29867: Propane, 1,1-dipropoxy-
59
5000 101
31 440 4.60 4.80 5.00 5.20
131 m/z 101.00 24 .65%
0.M.Ml.u.f....}?%..,....,....,....,....,....“..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
440 4.60 4.80 5.00 5.20
5000 m/z 58.00 19.46%
31
L U L WL L L B DL s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28752: 2-Nonanone, 9-hydroxy-
48 440 4.60 4.80 5.00 5.20
m/z 41.00 14.21%
5000
‘ 71
0'"f'Jﬁ?T""P"'I""I""I'”'I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/1Z

Sample : 62195-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.26 Concentration Rank 2

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

7.26 68.26 ng 794999 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 778 (7.259 min): BG017090.D (-770) (-) m/z 132.00 100.00%
132
5000 68
40 96 HUE SRR LN A
7.00 7.20 7.40 7.60
0 A li Lasairs 221 281 899 440 o Tes00 39.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 HARA R I L
69 7.00 7.20 7.40 7.60
39 m/z 66.00 33.98%
s
0|‘l‘|‘im‘|‘“|“‘|‘:“lmuu|||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
700 7.20 7.40 7.60
5000 m/z 134.00 32.92%
33 105
70
o U I WL U B UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methy!l- R
132 7.00 7.20 7.40 7.60
m/z 69.10 22.93%
5000 67
44 I 103
ot HREM L I UL
m/z--> 50 100 150 200 250 300 350 400 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/1Z

Sample : 62195-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.01 2.36 ng 73658 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 45
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 40

Abundance Scan 2608 (18.011 min): BG017090.D (-2605) (-) m/z 43.10 100.00%

5000

17.60 17.80 18.00 18.20 18.40

0 m/z 41.10 90.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LA L L L L L L L L
129 17. 60 17. 80 1800 18 20 1840
m/z 57.05 79.30%
i, s
Ol ki 4 ‘M‘u‘\.u.,..‘..,\....,....,....,....,....
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
73
R EREREEEEEEEEEE S
43 17.60 17.80 18.00 18.20 18.40
5000 m/z 72.95 77.53%
129
157 200
101
18
O T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid R BARAREEa s e

17.60 17.80 18.00 18.20 18.40
m/z 60.00 71.96%

5000
185 228

m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017090.D

Aca On : 12 May 2015 19:26

Operator : TP/1Z

Sample : 62195-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.01 2.81 ng 96256 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 1-Eicosene 280 C20H40 003452-07-1 94
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
4 Cvcloeicosane 280 C20H40 000296-56-0 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3118 (21.008 min): BG017090.D (-3115) (-) m/z 55.00 100.00%
55
83
5000
153 195 251280308 344 <o || 2060 2080 2100 2120 2140
Oy m/z 43.05 82.06%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121980: 1-Docosene
57
5000 AR R AR
29 105 mmmmmmmmmm
m/z 57.10  79.93%
o ‘ hw h$h hu1??9??8|289 N
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
o7 20,60 20.80 21.00 21.20 21.40
5000 m/z 41.00 72.95%
71
25
o 154182210 252280
miz--> 0 55 160 1éo 200 250 300 3%0 460 4%0 560 !
Abundance #89757: E-15-Heptadecenal A RREEE RS E ST
43 20.60 20.80 21.00 21.20 21.40
83 m/z 83.10 62.69%
5000
111
o [139168196224252
miz--> 0 5'0 1(')0 1&'30 200 250 300 3&1,0 4(')0 4&1;0 5(')0 ! 20.60 20.80 21.00 21 20 21.40
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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_G\DATA\BG051215\

BG017090.D

12 May 2015 19:26

TP/1Z

G2195-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown4 .83
unknown7 .26

n-Hexadecanoic acid

1-Docosene

8270-BG0O50515.M Wed May 13 15:39:27 2015

2.89 47.1 ng
4.83 4.5 ng
7.26 68.3 ng
18.01 2.4 ng
21.01 2.8 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

548375
52477
794999
73658
96256

|--Internal Standard---|

| # RT Resp Conc]
1 7.72 232944 20.0
1 7.72 232944 20.0
1 7.72 232944 20.0
4 17.11 624058 20.0
5 21.30 684460 20.0
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