LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\

Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

3?22'6 : H3396-07 STA-964-PLATFORM(0-4
ALS Vial : 47 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-BG060616.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 2.896 8 10 12 rVB 2401479 1674943 69.01% 11.718%
2 5.188 395 400 412 rVB 48562 91329 3.76% 0.639%
3 5.669 475 482 494 rBV 467340 872510 35.95% 6.104%
4 7.279 748 756 774 rBV 475158 932021 38.40% 6.520%
5 7.649 811 819 834 rBV 600000 1131917 46.64% 7.919%

8.119 887 899 908 rBvV 104081 203863 8.40% 1.426%
8.443 944 954 965 rBV 448097 875858 36.09% 6.127%
9.289 1090 1098 1110 rBV 331790 678862 27.97% 4._.749%
10.934 1369 1378 1392 rBVY 165109 349711 14.41% 2.446%
13.372 1785 1793 1811 rBV 1116013 1952636 80.45% 13.660%

=
QO ~NO®

11 14.747 2019 2027 2036 rBv2 275239 479751 19.77% 3.356%
12 16.233 2273 2280 2296 rBV 655013 1134734 46.75% 7.938%
13 17.491 2487 2494 2507 rBvV2 300365 494433 20.37% 3.459%
14 19.759 2872 2880 2885 rBV2 42822 57520 2.37% 0.402%
15 20.082 2928 2935 2950 rBV 1684261 2427169 100.00% 16.980%

16 20.793 3052 3056 3063 rvVvB2 31431 39118 1.61% 0.274%
17 21.768 3215 3222 3238 rBV 254768 496717 20.46% 3.475%
18 25.070 3771 3784 3799 rBv2 100570 401263 16.53% 2.807%

Sum of corrected areas: 14294355
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

Sample : H3396-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022282.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\

Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

ﬁ?ggle : H3396-07 STA-964-PL ATFORM(0-4
ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG060616 .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 Acetic acid Concentration Rank 1

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

2.90 164.32 ng 1674940 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 83
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 9
4 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 7
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 7

Abundance Scan 11 (2.902 min): BG022282.D (-8) (-) m/z 48.90 100.00%
49
5000
2.90 3.00 3.10 3.20 3.30
N m/z 50.90 76.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #252: Acetic acid
43
60
5000 RN R U A AR
2.90 3.00 3.10 3.20 3.30
15 m/z 83.90 8.47%
29
"W?”'PJ”I”'m'”'J'”I”'W'”'P'”I”'W'”'P'”P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
45 60
30 2.90 3.00 3.10 3.20 3.30
5000
15
RIS L SURILIL UL UL SURIL UL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3978: Thiazole, 4,5-dihydro-2-methyl-
60
5000 45 101
"'P"W"”I'”'P"W"”I'jl‘“'W??”Iﬁﬁ'P'”l'”'P
m/z--> 0 10 20 30 40 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\

Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

ﬁ?ggle : H3396-07 STA-964-PL ATFORM(0-4
ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 8.96 ng 91329 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 10
5 Acetamide 59 C2H5NO 000060-35-5 9

Abundance Scan 400 (5.188 min): BG022282.D (-395) (-) m/z 43.00 100.00%
43
59
5000
101
| o 480 500 520 5.40 5.60
A B L A L) R A R A LA AR LA VAR A AR A m/z 59.00 69.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR N SRS RN
59 480 5.00 5.20 5.40 5.60
m/z 101.00 34.03%
15 4 101
ol 51 83
miz> b % % b 5 65 70 8 90 100 110 130 130 140 120 180
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 22 .25%
43
69 8 o3 123 141 159
wmwwmwmmwﬂvmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 5.20 5.40 5.60
m/z 41.00 6.26%
5000 41
68
"'P"W"”I'”'HA""IH"”I'”'I”"P"W"”I'”' E?§P"}4?”I'”'I”" AR N U RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60
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8270-BG060616.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

Sample = H3396-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown7.65 Concentration Rank 2

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

7.65 111.05 ng 1131920 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 819 (7.649 min): BG022282.D (-811) (-) m/z 131.90 100.00%
5000 ]\_
68
0 5 || g5 % e 740 7.60 7.80 8.00
i e 8 b 15+ m/Z 68.00 33.34%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 LI IR UL UL A
a1 o7 7.40 7.60 7.80 8.00
53 117 m/z 133.90 32.76%
79
|||||||||||||||||||||||||||| I o e R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.00 20.22%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil . . T
132 7.40 7.60 7.80 8.00
m/z 69.00 13.19%
5000
91 105
39 51 65 77 117 | 146159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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8270-BG060616.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022282.D

Aca On : 10 Jun 2016 6:31

Operator : UM/SJ

Sample = H3396-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.76 2.32 ng 57520 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 87
2 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 32
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 25
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 25

Abundance Scan 2880 (19.759 min): BG022282.D (-2872) (-) m/z 56.00 100.00%
56
5000 23 257
g7 129 239 TN M HPY SRR 1 W
3 157 185 213 281 19.40 19.60 19.80 20.00
m/z 57.00 52.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 19.40 19.60 19.80 20.00
m/z 257.10 38.22%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 300
Abundance
57
10.40 10.60 19.80 20.00
5000 m/z 73.00 33.90%
41
239 957
& 129
18 %113 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

#12423: Nipecotic acid

19.40 19.60 19.80 20.00
m/z 43.00 33.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060916\

Data File : BG022282.D

Acq On : 10 Jun 2016 6:31

Operator : UM/SJ

ﬁ?ggle - H3396-07 STA-964-PLATFORM(0-4
ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
Acetic acid 2.90 164.3 ng 1674940 1 8.11 203863 20.0
2-Pentanone, 4-hy... 5.19 9.0 ng 91329 1 8.11 203863 20.0
unknown? .65 7.65 111.1 ng 1131920 1 8.11 203863 20.0
Hexadecanoic acid... 19.76 2.3 ng 57520 5 21.77 496717 20.0
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