LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 2.917 34 39 47 rBvY 338000 515573 9.18% 1.955%
2 2.993 47 52 64 rvB 696531 834767 14.86% 3.165%
3 4.909 372 378 384 rBY 58675 84536 1.51% 0.321%
4 5.373 449 457 467 rBY 691836 979716 17 .44% 3.715%
5 6.959 720 727 735 rBV 468398 720082 12.82% 2.730%

7.323 782 789 798 rVB 1158482 1792552 31.92% 6.796%
7.794 862 869 876 rBvV 239270 377067 6.71% 1.430%
920641 1466559 26.11% 5.560%
8.951 1058 1066 1076 rBV 861767 1432213 25.50% 5.430%
10.584 1336 1344 1351 rBV 334595 550028 9.79% 2.085%
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11 13.052 1755 1764 1771 rBV 2237378 3265412 58.14% 12.381%
12 14.433 1991 1999 2005 rBvV2 539118 805977 14.35% 3.056%
13 15.255 2132 2139 2143 rBV 80987 108668 1.93% 0.412%
14 15.919 2245 2252 2261 rBV 2088138 2968832 52.86% 11.256%
15 17.177 2459 2466 2473 rVB2 768163 1074767 19.14% 4_.075%

16 18.070 2609 2618 2628 rBV2 167273 271611 4.84% 1.030%
17 19.351 2831 2836 2846 rBV2 134829 208263 3.71% 0.790%
18 19.803 2907 2913 2918 rBV 4708829 5616467 100.00% 21.295%
19 21.072 3124 3129 3133 rBV 526900 558944 9.95% 2.119%
20 21.348 3171 3176 3182 rBV 952484 1191025 21.21% 4_.516%

21 21.953 3274 3279 3284 rBV2 384232 459727 8.19% 1.743%
22 23.646 3560 3567 3574 rBV2 570172 1091853 19.44% 4.140%

Sum of corrected areas: 26374639
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acqg On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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

Abundance TIC: BG016953.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 .28 ng 834767 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 64
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 51 (2.987 min): BG016953.D (-47) (-) m/z 73.10 100.00%

78
5000 43

| | 280 300 320 3.40
bl J 1207 165 205 237 28 0 Tm/z  43.05  46.33%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 280 3.00 3. 3.40

m/z 55.00 27.29%

,..H.w.w,\.ﬂ.‘.l?l....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73

a1 280 3.00 320 3.0
5000 m/z 87.10 25.00%
15 A
LA L UL L B LRI L B WAL B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1966: Silane, tetramethyl- P
3 2. 80 3. 00 3. 20 3. 40

m/z 41.10 14 _.78%

5000 M
43
il

m/z--> 0 50 100 150 200 250 300 350 400 450 280 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.91 4_.48 ng 84536 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 50
2 Diacetamide 101 C4H7NO2 000625-77-4 33
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 378 (4.909 min): BG016953.D (-372) (-) m/z 43.00 100.00%
a3
5000 59
101 UL L LA R

4.60 4.80 5.00 5.20

83 207 287
.,....,"..-.'l,...'.,....-,|....,.1..3.3,.... e rose: || m/Zz 59.00  49.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L LB BB |
4.60 4.80 5.00 5.20
59 m/z 101.00 17.07%
Z\Z Ll ‘ 83 e
R e P e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
A RREARmEasa SR
4.60 4.80 5.00 5.20
5000 59 m/z 58.10 14 .34%
101
28 79
wmwwwmrrwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)-
43 4.60 4.80 5.00 5.20
m/z 73.00 9.73%
5000
27 58 73
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 95.08 ng 1792550 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 788 (7.318 min): BG016953.D (-782) (-) m/z 132.00 100.00%
132
5000 68
40 96 ARSARRARALEERRRRE SN
7.00 7.20 7.40 7.60
ol Lo L 165 35 360 397 | 757 68 00 50.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A LN L L A
7.00 7.20 7.40 7.60
q 10 m/z 66.00 32.39%
Loy pde |
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
7.00 7.20 7.40 760
5000 m/z 134.00 32 .35%
104
14 44 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #13679: 5-Fluoro-2-chloropyrimidine E ma R R
132 7.00 7.20 7.40 7.60
m/z 69.10 21.56%
5000
33 105
L]
w1l |
m/z--> 50 100 150 200 250 300 350 400 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 7
R.T. EstConc Area Relative to ISTD R.T.

18.07 5.05 ng 271611 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2618 (18.070 min): BG016953.D (-2609) (-) m/z 43.05 100.00%

48
73

5000

17.80 18.00 18.20 18.40
m/z 73.00 81.39%

m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43
73
5000

17.80 18.00 18.20 18.40
m/z 60.00 78.31%

97 129 256
IMJM‘MhLH,‘It B e

m/z--> 50 100 150 200 250 300 350 400
Abundance
60
17.80 18.00 18.20 18.40
5000 29 129 m/z 41.05 74.16%
87 172
107
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid I e AL
3 17.80 18.00 18.20 18.40
43 m/z 57.05 66.09%
5000 129
185
1[97 ‘ 228
2 .\.‘]‘,‘;ﬁ.w.ﬁ?i.u‘,..‘;. T
m/z--> 50 100 150 200 250 300 350 400 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 : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 9
R.T. EstConc Area Relative to ISTD R.T.
19.35 3.50 ng 208263 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
Abundance Scan 2836 (19.351 min): BG016953.D (-2831) (-) m/z 43.10 100.00%
43 73
>0 VV‘L
19.00 19.20 19.40 19.60
m/z 73.00 88.01%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 7
5000 129 NSNS DU
19.00 19.20 19.40 19.60
‘ 97 185 oy 284 m/z 59.95 85.32%
15 “. UI hl‘\ Al ‘le ‘.‘}?7.‘ .“. ‘,2.1‘:.3. .‘ - .“. S
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
19.00 19.20 1940 19.60
5000 129 m/z 57.05 74 .88%
97 199 242
157
""I""I""I'*ﬁ'l"" U SO PR
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid R I
78 19.00 19.20 19.40 19.60
43 m/z 41.00 73.53%
5000 129
185 228
NI
"L'JF““JLM m”'ﬂl%q?“'\"' LY UL SR NSNS DU
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 dl-2-Ethylhexyl chloroformate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.07 9.39 ng 558944 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di1-2-Ethylhexyl chloroformate 192 C9H17CI02 024468-13-1 74
2 1,2-Cyclopentanedione, 3-methyl- 112 C6H802 000765-70-8 35
3 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 30
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 27
5 Cyclohexanamine, N-methyl- 113 C7H15N 000100-60-7 25

Abundance Scan 3129 (21.072 min): BG016953.D (-3124) (-) m/z 57.10 100.00%
¥ 112
5000
83
e o100 21,00 2150 7240
3 129 157 213 : : : :
Ay [... 197 185 213 | | 2e1 s s o ti9500  Bl.52%
m/z--> 50 100 150 200 250 300 350
Abundance #50874: dI-2-Ethylhexy| chloroformate
57 112
5000 83 L BN UL IULN U

20.80 21.00 21.20 21.40
m/z 70.05 72.01%

\ ’ 131149 192

T
m/z--> 50 100 150 200 250 300 350

Abundance
41 112
69 R ANEEE RS R
20.80 21.00 21.20 21.40
5000 m/z 43.05 71.70%
15 95
m/z--> 50 100 150 200 250 300 350
Abundance #44163: 2-Undecene, 4,5-dimethyl-, [R*,S*-(2)]- T T T
57 20.80 21.00 21.20 21.40
m/z 71.05 68.50%
5000
29
112
EIY S
A e
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\BG050815\
Data File : BG016953.D

Acq On : 8 May 2015 13:05

Operator : TP/1Z

Sample : G2057-05

Misc :

ALS Vial : 4 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 44_.3 ng 834767 1 7.79 377067 20.0
2-Pentanone, 4-hy... 4.91 4.5 ng 84536 1 7.79 377067 20.0
unknown? .32 7.32 95.1 ng 1792550 1 7.79 377067 20.0
n-Hexadecanoic acid 18.07 5.0 ng 271611 4 17.18 1074770 20.0
Octadecanoic acid 19.35 3.5 ng 208263 5 21.35 1191030 20.0
dl-2-Ethylhexyl c... 21.07 9.4 ng 558944 5 21.35 1191030 20.0
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