LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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 2.911 33 38 47 rBvY 371240 585784 10.12% 2.122%
2 2.987 47 51 62 rvB 836704 972186 16.79% 3.522%
3 4.908 371 378 384 rBvY 60137 94544 1.63% 0.342%
4 5.367 450 456 465 rBVY 664708 967790 16.72% 3.506%
5 6.953 719 726 735 rVB 448426 677021 11.70% 2.453%

7.323 780 789 799 rBV 1166948 1844804 31.87% 6.683%
7.787 862 868 877 rBvV 231493 363313 6.28% 1.316%
8.111 916 923 930 rBV 977982 1564866 27.03% 5.669%
8.951 1058 1066 1075 rBV 914219 1526791 26.38% 5.531%
10.584 1337 1344 1352 rVB 326743 531626 9.18% 1.926%

=
QO ~NO®

11 13.058 1757 1765 1774 rVB 2220897 3403243 58.79% 12.329%
12 14.433 1993 1999 2006 rBV2 526300 786296 13.58% 2.848%
13 15.919 2245 2252 2264 rBV 2160725 3040920 52.53% 11.016%
14 17.176 2460 2466 2475 rBV2 758291 1056182 18.25% 3.826%
15 18.070 2614 2618 2626 rVB3 81584 115889 2.00% 0.420%

16 19.350 2832 2836 2841 rBV5 60829 82068 1.42% 0.297%
17 19.803 2907 2913 2919 rBV 4753961 5788699 100.00% 20.970%
18 21.072 3125 3129 3136 rBV 1040448 1095400 18.92% 3.968%
19 21.348 3171 3176 3183 rBvV 939726 1158423 20.01% 4.197%
20 21.953 3275 3279 3286 rVB 725232 891664 15.40% 3.230%

21 23.651 3561 3568 3575 rvB2 537307 1056761 18.26% 3.828%

Sum of corrected areas: 27604270
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_G\DATA\BG050815\

BG016952.D
8 May 2015 12:30
TP/1Z
G2057-04
3 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 : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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 53.52 ng 972186 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 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 51 (2.987 min): BG016952.D (-47) (-) m/z 73.05 100.00%
73
5000 43

| 280 300 320 3.40
il p L 116147 1e8 3 9 "m/z 43.05 45.68%

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 LN L L L N L L B B Y N
43 280 3.00 320 3.40

m/z 55.00 28.18%

L h01

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

73
I B i ma
a 280 3.00 3.20 3.40
5000 m/z 87.10 25.03%
15 97
L B I e B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2022: 1,3-Dioxolane, 2-methyl- B e
73 280 3.00 320 3.40

m/z 41.00 14 _.79%

5000 43 M
V

IIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T IIIIIIIIIIIIIII

=
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 : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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 5.20 ng 94544 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 42
2 2-Heptanone, l-ethoxy- 158 C9H1802 051149-70-3 36
3 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 10

Abundance Scan 378 (4.908 min): BG016952.D (-371) (-) m/z 43.00 100.00%
43
5000
101 IEBENAEE SRR AR AR
73 4.60 4.80 5.00 5.20
AR | aee  oss o saasry 54 o e0 600 49.12%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IIII'',}'I/\""'I""I""I

460 4.80 5.00 5.20
m/z 101.00 15.57%

‘ 101
o |
T T e T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
99 4.60 4.80 5.00 5.20
5000 n m/z 58.00 13.98%
15
143
TR o N L I e e i s o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2274 tert-Butyl Hydroperoxide
43 460 4.80 5.00 5.20
m/z 41.00 9.77%
5000
1
‘ 75
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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.

7.32 101.56 ng 1844800 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 788 (7.317 min): BG016952.D (-780) (-) m/z 132.00 100.00%
132
5000 68
40 | 96 AR SRS LI A R
7.00 7.20 7.40 7.60
176 207 310 539 n/z  68.00 47 17%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AN LN L IR IR
7.00 7.20 7.40 7.60
aq 70 m/z 66.00 33.97%

‘H‘\

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

Abundance
57 132
IR o mmaE
7.00 7.20 7.40 7.60
5000 98 m/z 134.00 32.90%
160189
B e L B I e o o o e o e e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- R B
132 7.00 7.20 7.40 7.60
m/z 69.00 20.52%
5000
28 63‘ 104
B B o o B R B EEEEmE P T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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 8
R.T. EstConc Area Relative to ISTD R.T.
18.07 2.19 ng 115889 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 2618 (18.070 min): BG016952.D (-2614) (-) m/z 72.95 100.00%
43 g0 7B
5000
129 213
97 115 185 256 R EEEEEEE S m s
143157171 | 14 | 227 17.80 18.00 18.20 18.40
NN m/z 43.05 89.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 LRI UL BN BN UL

17.80 18.00 18.20 18.40
m/z 60.00 84.37%

21
143157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.80 18.00 18.20 18.40
5000 29 129 m/z 41.00 67.43%
87 185
1011 143 a0 228
R RRAa e L L  a EAARas e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid LN mam s o
60 78 17.80 18.00 18.20 18.40
m/z 57.00 63.08%
43
5000
129
29 ‘ T7 115 171185 214
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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 dl-2-Ethylhexyl chloroformate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.07 18.91 ng 1095400 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di1-2-Ethylhexyl chloroformate 192 C9H17CI02 024468-13-1 93
2 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 43
3 1,3-oxazole-4-carboxylic acid, 4... 185 C9H15N0O3 1000197-69-0 38
4 3-Methylpyridazin-5-one 112 C5H8N20 1000130-58-4 35
5 Lauric acid, 2-methylbutyl ester 270 C17H3402 093815-53-3 25

Abundance Scan 3129 (21.072 min): BG016952.D (-3125) (-) m/z 57.10 100.00%
g7
112
5000
83
2 20,80 21,00 21.20 21.40
157 : : : :
ol %M% 23 | | 21311 3% 43 | "m/z 43.10 80.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50874: dI-2-Ethylhexy| chloroformate
57 112
5000 83 AN SRR U B
20.80 21.00 21.20 21.40
m/z 112 .05 73.63%
I “ 2l “‘w L 149 192
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 70
20,80 21.00 21.20 21.40
5000 m/z 70.05 65.51%
112
mz-> 50 100 150 200 250 300 350 400 450
Abundance #46373: 1,3-oxazole-4-carboxylic acid, 4,5-dihydro-5-(1-me... T
70 20.80 21.00 21.20 21.40
112 m/z 71.05 61.20%
5000
43
\ j L 142 170
m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016952.D

Acq On : 8 May 2015 12:30

Operator : TP/1Z

Sample : G2057-04

Misc :

ALS Vial : 3 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.99 53.5 ng 972186 1 7.79 363313 20.0
2-Pentanone, 4-hy... 4.91 5.2 ng 94544 1 7.79 363313 20.0
unknown? .32 7.32 101.6 ng 1844800 1 7.79 363313 20.0
n-Hexadecanoic acid 18.07 2.2 ng 115889 4 17.18 1056180 20.0
dl-2-Ethylhexyl c... 21.07 18.9 ng 1095400 5 21.35 1158420 20.0
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