LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 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 2.788 12 17 36 rvv 2579655 3301965 100.00% 13.726%
2 2.923 36 40 49 rVV2 153232 275866 8.35% 1.147%
3 3.006 49 54 58 rvv 296910 400123 12.12% 1.663%
4 3.047 59 61 67 rvB2 35192 41312 1.25% 0.172%
5 4.921 374 380 388 rVB2 104316 166293 5.04% 0.691%
6 5.379 450 458 471 rBV 961835 1405611 42.57% 5.843%
7 6.966 721 728 735 rBVY 1025605 1607174 48.67% 6.681%
8 7.330 784 790 797 rBV 966094 1517313 45.95% 6.307%
9 7.800 864 870 877 rBV 278316 436222 13.21% 1.813%
10 8.123 917 925 932 rBV 622690 1029481 31.18% 4_.279%

11 8.958 1059 1067 1076 rBV 569229 961575 29.12% 3.997%
12 10.591 1338 1345 1352 rVB 399110 647913 19.62% 2.693%
13 13.059 1759 1765 1772 rVB 1429087 2069481 62.67% 8.603%
14 13.893 1902 1907 1912 rBV 72114 102686 3.11% 0.427%
15 14.439 1991 2000 2006 rBV2 583692 914890 27.71% 3.803%

16 15.920 2247 2252 2262 rBV 1210922 1745751 52.87% 7.257%
17 16.155 2289 2292 2301 rBV3 30510 44767 1.36% 0.186%
18 17.183 2461 2467 2473 rBV 827208 1147356 34.75% 4._.769%
19 18.076 2613 2619 2628 rBV3 98544 157836 4.78% 0.656%
20 19.357 2832 2837 2844 rBV5 43433 68320 2.07% 0.284%

21 19.616 2873 2881 2887 rBV6 19478 36370 1.10% 0.151%
22 19.810 2908 2914 2925 rBV 2809839 3212793 97.30% 13.355%
23 21.073 3124 3129 3137 rBV 217046 312316 9.46% 1.298%
24 21.361 3172 3178 3184 rBV 950500 1201292 36.38% 4.994%

25 23.558 3548 3552 3558 rVB5 25000 47534 1.44% 0.198%

26 23.664 3563 3570 3581 rBv2 601093 1162423 35.20% 4.832%

27 24.340 3681 3685 3690 rVB6 27762 41589 1.26% 0.173%
Sum of corrected areas: 24056252
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA G\DATA\BG050615\
: BG016902.D

: 6 May 2015 16:44

> TP/1Z

: 62084-11

: 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M

le : 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 G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.79 151.39 ng 3301970 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 17 (2.788 min): BG016902.D (-12) (-) m/z 73.10 100.00%
73
43
5000
2.80 2.90 3.00 3.10 3.20
oMo b 2 208 209 36 "m/z 43.00 63.26%
m/z--> 50 100 150 200 250 300 350
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.80 2.90 3.00 3.10 3.20
m/z 89.00 31.03%
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.05 13.20%
18
m/z--> 50 100 150 200 250 300 350
Abundance #724: Acetamide, N-methyl-
43 73 2.80 2.90 3.00 3.10 3.20
m/z 42.05 9.65%
5000
15
m/z--> 50 100 150 200 250 300 350 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.01 18.34 ng 400123 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 55 (3.012 min): BG016902.D (-49) (-) m/z 73.00 100.00%
7B
5000 43 /\\
A = S———
280 300 320 3.40
J,J--...ll,o.@...,....,.2.21..,....,....,....,....,.4?1. m/z 43.05 39.86%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S
280 3.00 3.20 3.40
m/z 55.00 26.62%

il
,,,,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73

a 280 3.00 3. 3.40
5000 m/z 87.05 24.85%
15 97
L B N B B man
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1968: Silane, tetramethyl- P T AT
7. 280 3.00 3.20 3.40

m/z 41.05 14 .72%

5000
45
o
L o o o o L I e s O
280 3.00 320 3.40

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.92 7.62 ng 166293 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 16
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 380 (4.921 min): BG016902.D (-374) (-) m/z 43.00 100.00%
43
5000
73 101 4.60 480 500 520
o L ar a3 80 2 B9 00 45,230
m/z--> 50 100 150 200 250 300 350
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR SRR RARRE
4.60 4.80 5.00 5.20
m/z 101.00 17 .44%
‘ 101
ul M
m/z--> 50 100 150 200 250 300 350
Abundance
43
4.60 480 500 520
5000 m/z 58.05 12.47%
101
15 69
m/z--> 50 100 150 200 250 300 350
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)- L Rl
43 4.60 4.80 5.00 5.20
m/z 73.00 12.35%
5000
73
T ?%‘E'Ih J "1?1" LS UL UL UL UL S ISR RRARE VR AR
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.33 Concentration Rank 2

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

7.33 69.57 ng 1517310 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 790 (7.330 min): BG016902.D (-784) (-) m/z 132.00 100.00%
132
5000 68
40 96 A L IR LR
7.00 7.20 7.40 7.60
b L es2e2 415 549 m/z 68.00 48.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ SN RRRAR RARAS RARARRARRE
7.00 7.20 7.40 7.60
3 70 m/z 66.00 33.27%
‘ Ly
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
132
7.00 720 7.40 7.60
5000 m/z 134.00 31.40%
33 105
70
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48639: Tranylcypromine-propionyl R RELEEEEEe e
57 132 7.00 7.20 7.40 7.60
m/z 69.05 22.72%
5000 98
)| 160189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.08 2.75 ng 157836 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Nonanoic acid 158 C9H1802 000112-05-0 38
3 n-Decanoic acid 172 C10H2002 000334-48-5 30
4 Tetratetracontane 619 C44H90 007098-22-8 11
5 Tritetracontane 605 C43H88 007098-21-7 11
Abundance Scan 2620 (18.082 min): BG016902.D (-2613) (-) m/z 43.05 100.00%
4
5000
|17.80 18.00 18.20 18140
S m/z 72.95 97.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5
5000 29
17.80 18.00 18.20 18.40
o7 129 256 m/z 60.00 97 .90%
| ‘\\“‘ M 15 | 1431571711851 99713507
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
41 17.80 18.00 18.20 18.40
5000 m/z 57.00 95 .42%
27
o 115, 4
101 158
Wm‘mwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid
60 17.80 18.00 18.20 18.40
m/z 41.00 85.91%
41
5000

2
W 1l \\ ﬁ?lm | 1713157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18. 00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050615\
Data File : BG016902.D

Aca On : 6 May 2015 16:44

Operator : TP/1Z

Sample : 62084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.07 5.20 ng 312316 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 94
3 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 89
Abundance Scan 3129 (21.073 min): BG016902.D (-3124) (-) m/z 43.05 100.00%
43
69 o7
5000
125 207 ' 20.80 21.00 21.20 21.40
153 - - - -
hd 133 182 7224 260 281 355 o 57.10  95.69%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
57
83
5000
29 11 20.80 21.00 21.20 21.40
m/z 55.10 93.31%
L1 \\“ i “\ (139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20.80 21.00 21.20 21.40
5000 m/z 69.05 78.71%
29 111

139 168 106 223 252 280

T
m/z--> 50 100 150 200 250

I T
300 350

Abundance #153509: Pentafluoropropionic acid, 4-hexadecy! ester
55 97 20.80 21.00 21.20 21.40
m/z 83.10 77.52%
5000
. 125 224
154 196

AL LB ‘, .H‘t. a4

m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050615\
Data File : BG016902.D

Acq On : 6 May 2015 16:44

Operator : TP/1Z

Sample - G2084-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
Quant Title : 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]
Propane, 2,2-dime... 2.79 151.4 ng 3301970 1 7.80 436222 20.0
Butane, 2-methoxy... 3.01 18.3 ng 400123 1 7.80 436222 20.0
2-Pentanone, 4-hy... 4.92 7.6 ng 166293 1 7.80 436222 20.0
unknown? .33 7.33 69.6 ng 1517310 1 7.80 436222 20.0
n-Hexadecanoic acid 18.08 2.8 ng 157836 4 17.18 1147360 20.0
3-Eicosene, (E)- 21.07 5.2 ng 312316 5 21.36 1201290 20.0
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