LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 height area % max. total
1 2.916 34 39 48 rBY 356928 541646 10.32% 2.168%
2 2.993 48 52 64 rvB 662019 795276 15.16% 3.183%
3 4.908 374 378 383 rBY 37683 53105 1.01% 0.213%
4 5.372 451 457 464 rBY 639634 896889 17.09% 3.589%
5 6.958 719 727 736 rBVY 491585 746027 14.22% 2.986%

7.323 781 789 798 rBV 1138319 1787413 34.06% 7.153%
7.793 862 869 878 rvB 225456 360072 6.86% 1.441%
8.110 916 923 931 rBV 903754 1425489 27.17% 5.705%
8.950 1058 1066 1074 rBV 853273 1406222 26.80% 5.628%
10.584 1336 1344 1351 rBV 322325 543146 10.35% 2.174%

=
QO ~NO®

11 13.051 1755 1764 1772 rBV 2191694 3220619 61.38% 12.889%%
12 14.426 1989 1998 2008 rBV2 511407 825139 15.73% 3.302%

13 15.642 2199 2205 2210 rBV2 47032 66763 1.27% 0.267%
14 15.919 2245 2252 2264 rBV 2179028 3128277 59.62% 12.519%
15 16.101 2278 2283 2287 rVB 44303 60229 1.15% 0.241%

16 17.170 2460 2465 2472 rBV2 771545 1052861 20.07% 4.213%
17 18.069 2613 2618 2624 rBV 124537 183421 3.50% 0.734%
18 19.350 2831 2836 2844 rBV 100943 154466 2.94% 0.618%
19 19.796 2906 2912 2924 rBV 3925160 5247173 100.00% 20.999%
20 20.584 3041 3046 3052 rBvV 238328 286596 5.46% 1.147%

21 21.347 3171 3176 3181 rBV 943277 1130931 21.55% 4_.526%
22 23.645 3559 3567 3576 rVB 561381 1076524 20.52% 4._.308%

Sum of corrected areas: 24988284
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_G\DATA\BG050815\

BG016974.D
9 May 2015 3:36
TP/1Z
G2059-05
22 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.99 44 .17 ng 795276 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 52 (2.993 min): BG016974.D (-48) (-) m/z 73.05 100.00%

—

5000 43
i‘ 280 300 320 340
b 208 249 281 317 408 489 "m/z 43.10 44.79%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L L B B B
280 3.00 320 3.40

m/z 55.05 26.91%

43
| ‘L‘\

m/z--> 0 50 100 150 200 250 300 350 400 450

=

Abundance
73
O I e e e
a1 280 3.00 320 3.40
5000 m/z 87.10 23.91%
15
L L B B R E  ALE B s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2022: 1,3-Dioxolane, 2-methyl- il L
73 280 3.00 320 3.40
m/z 41.05 15.68%
5000 43 M
N MU A S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.91 2.95 ng 53105 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 50
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
4 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 378 (4.908 min): BG016974.D (-374) (-) m/z 43.00 100.00%
a3
ot 460 480 500 520
73 : : : :
" ,|. s s M6 h/z 59.10  44.91%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 500 5.20
m/z 101.10 19.58%
ﬁs ‘ 101
ol il I
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
4.60 4.80 500 5.20
0,
5000 101 m/z 58.05 10.69%
70
15
mz-> 0 50 100 150 200 250 300 350 400
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43 4.60 4.80 500 5.20
m/z 39.00 10.43%
5000
101
nd ¥ R N A
mz-> 0 50 100 150 200 250 300 350 400 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 unknown7.32 Concentration Rank 1

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

7.32 99.28 ng 1787410 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 Benzene, 1-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 789 (7.323 min): BG016974.D (-781) (-) m/z 132.00 100.00%
132
5000 68
40 96 [SESARRS SRR BARRANERN
7.00 7.20 7.40 7.60
b lu W 163 228 266 344 m/z 68.10 46.72%
m/z--> 50 100 150 200 250 300 350
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A I L LN L
7.00 7.20 7.40 7.60
o m/z 66.00 32.63%
104
.15.”.3”.9|”.““‘.”.8%“‘...‘.lu...|.... —
m/z--> 50 100 150 200 250 300 350
Abundance
132
o1 7.00 7.20 7.40 7.60
5000 a0 m/z 134.00 31.85%
65
m/z--> 50 100 150 200 250 300 350
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R e  a
132 7.00 7.20 7.40 7.60
m/z 69.10 21.57%
5000
104
a9 78 }
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.48 ng 183421 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 25

Abundance Scan 2618 (18.069 min): BG016974.D (-2613) (-) m/z 43.05 100.00%

48 73

5000

213 256

17.80 18.00 18.20 18.40
m/z 72.95 90.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.80 18.00 18.20 18.40
213 m/z 57.05 80.82%
i
D o
m/z--> 0 50 O 150 200 250 300 350 400 450 500
Abundance
73
43
17.80 18.00 18.20 18.40
5000 129 m/z 55.00 79.88%
171
99 214
L o o e L e e e i o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37189: n-Decanoic acid e e et
60 17. 80 18. 00 18 20 18 40

m/z 41.05 79 .40%

5000
129
29
“ 87 172
{ H y L |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 80 18. 00 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.73 ng 154466 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2836 (19.350 min): BG016974.D (-2831) (-) m/z 43.05 100.00%

5000

19.00 19.20 19.40 19.60
m/z 60.00 85.55%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #108843: Octadecanoic acid
43 73
5000 129
9 19.00 19.20 19.40 19.60
’ 185 5, 284 m/z 57.10 80.13%
15| | I w157.w.\.w,2.1\?‘..\\,\...‘.,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73
RS EEEE R SRR R RS
19.00 19.20 19.40 19.60
5000 129 m/z 55.05 76.59%
97 199 242

157

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #75071: Tetradecanoic acid R e e o
73 19.00 19.20 19.40 19.60
43 m/z 73.00 75.35%
5000 129
185 228
SR 1 2 O SR i PRWRICL, DA
m/z--> 0 50 100 150 200 250 300 350 400 450 19. OO 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 Ethanol, 2-butoxy-, phospha... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.58 5.07 ng 286596 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 83
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 43
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 14
4 2-Propanone, ethylhydrazone 100 C5H12N2 007422-99-3 14
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 14
Abundance Scan 3045 (20.578 min): BG016974.D (-3041) (-) m/z 57.05 100.00%
g7
5000 85 105
193199 227 2050 2040 2060 2080
299 - : - :
L |I-J bl L4 228 7 343 42 7o 45.00  73.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155889: Ethanol, 2-butoxy-, phosphate (3:1)
57
5000 85
- 125 20.20 20.40 20.60 20.80
153 199227 299 m/z 56.00 57 .69%
‘ 1 | \H 17 \ | 255 325 355 307
m/z--> 50 150 200 2éo 300 350 400 '
Abundance
27 56 85
20.20 20.40 20.60 20.80
5000 m/z 85.00 39.25%
113
mz-> 50 100 150 200 250 300 350 400
Abundance #3919: Butane, 2,2,3—trimethy|— T T T T T T T £
57 20.20 20.40 20.60 20.80
m/z 41.05 37.70%
85
5000
29
mz-> 50 100 150 200 250 300 350 400 | | 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016974.D

Acq On > 9 May 2015 3:36

Operator : TP/1Z

Sample - G2059-05

Misc :

ALS Vial : 22 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]
Butane, 2-methoxy... 2.99 44_.2 ng 795276 1 7.79 360072 20.0
2-Pentanone, 4-hy... 4.91 3.0 ng 53105 1 7.79 360072 20.0
unknown? .32 7.32 99.3 ng 1787410 1 7.79 360072 20.0
n-Hexadecanoic acid 18.07 3.5 ng 183421 4 17.17 1052860 20.0
Octadecanoic acid 19.35 2.7 ng 154466 5 21.35 1130930 20.0
Ethanol, 2-butoxy... 20.58 5.1 ng 286596 5 21.35 1130930 20.0
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