LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120315\

Data File : BG019882.D

Aca On : 3 Dec 2015 22:37 Instrument :

Operator : UM/NP ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : G4598-06 112815-A26:E:)-F-D-S
isc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG120215.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

3.144 46 52 60 rBvV 53427 102407 3.51% 0.952%
3.220 60 65 78 rVB 162959 239010 8.20% 2.222%
rvB 34064 52189 1.79% 0.485%
5.664 474 481 487 rBV 146719 232987 7.99% 2.166%
7.262 746 753 762 rBV 100600 171512 5.88% 1.594%
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7.650 811 819 827 rVB 275067 469219 16.10% 4.362%
8.120 891 899 907 rBV 89401 152702 5.24% 1.419%
8.449 947 955 964 rBV 374898 644298 22.10% 5.989%
9.289 1088 1098 1108 rBvV 338413 600760 20.61% 5.584%
10.940 1372 1379 1389 rVB 134441 242583 8.32% 2.255%

=
QO ~NO®

11 13.379 1787 1794 1802 rVB 1090076 1657779 56.87% 15.410%
12 14.195 1927 1933 1939 rBvV 36799 51151 1.75% 0.475%
13 14.754 2021 2028 2037 rVB2 248889 404157 13.86% 3.757%
14 16.234 2273 2280 2289 rBV 636748 951988 32.66% 8.849%
15 17.492 2488 2494 2502 rVB2 336615 516146 17.71% 4._.798%

16 18.373 2639 2644 2652 rBV2 35763 54530 1.87% 0.507%
17 19.642 2855 2860 2869 rBV3 29557 46140 1.58% 0.429%
18 20.100 2932 2938 2943 rBV 2331542 2915143 100.00% 27.098%
19 21.769 3215 3222 3230 rBV 407626 664853 22.81% 6.180%
20 25.065 3773 3783 3792 rVB 209346 588203 20.18% 5.468%

Sum of corrected areas: 10757757
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG120315\
Data File : BG019882.D

Aca On : 3 Dec 2015 22:37

Operator : UM/NP

Sample : G4598-06

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019882.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019882.D

Aca On : 3 Dec 2015 22:37

Operator : UM/NP

Sample : 6G4598-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 31.30 ng 239010 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 10

Abundance Scan 65 (3.220 min): BG019882.D (-60) (-) m/z 73.00 100.00%
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5000 43
55 87

49 67 300 320 340 360
ot e A L S m/z 43.00 38.82%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 ||||||||||||||||||||
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29
L35 ‘M‘\ ‘ 67 ||, 80
L e o L L S
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Abundance
73
T
a1 - 87 3.00 320 3.40 3.60
5000 m/z 55.00 27.80%
29
15 67 97
O T T T T T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl- i B e e B B
30 300 320 340 360

m/z 71.00 11.44%

5000 43 87 /k
15 72
0 | gl 37 \‘ 5259 |

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019882.D

Aca On : 3 Dec 2015 22:37

Operator : UM/NP

Sample : 6G4598-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.19 6.84 ng 52189 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 400 (5.188 min): BG019882.D (-396) (-) m/z 43.00 100.00%
43
59
5000
e 8 1‘|’1 480 500 520 540 560
ol el e e m/z 59.00 57.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS RN LR L
480 500 520 5.40 5.60
m/z 58.00 16.42%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
57 480 500 520 5.40 5.60
5000 m/z 101.00 16.26%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime R e R
43 480 500 520 5.40 5.60
m/z 41.00 8.73%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019882.D

Aca On : 3 Dec 2015 22:37

Operator : UM/NP

Sample : 6G4598-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 4 unknown7.65 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.65 61.46 ng 469219 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12

Abundance Scan 819 (7.650 min): BG019882.D (-811) (-) m/z 132.00 100.00%
5000
6 Trrr[rrrryprirrr|rrrrr|rrr
48 54 103 7.40 7.60 7.80 8.00
o....,...:l'!...,.... .!. ....,....,....,....,....,...., | m/z 68.00 46.82%
m/z--> 30 40 50 90 100 110 120 130 140
Abundance #13740. 1,3- Cyclopentaned|one, 2-chloro-
132
5000 L L B L
69 7.40 7.60 7.80 8.00
39 57 m/z 134.00 32.70%
7 || e ‘ 89 97103 ‘
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
B L s
9 7.40 7.60 7.80 8.00
5000 ’ m/z 66.00 31.74%
70
31
44 51 60 7 86 105 116
o NS S PN WSS NN NSNS iMoo SR AN ' .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine A
132 7.40 7.60 7.80 8.00
69 m/z 69.00 21.17%
104
5000
78
31 38 4
0 ‘ s | H I !
R B L R R REEE L s BEmaa s
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019882.D

Aca On : 3 Dec 2015 22:37

Operator : UM/NP

Sample : 6G4598-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.11 ng 54530 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53
Abundance Scan 2644 (18.373 min): BG019882.D (-2639) (-) m/z 73.00 100.00%
43
5000 129
97 213 56
115 1 143157971185 281 18.00 18.20 18.40 18.60
0 m/z 60.00 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000 29 AR AR SRR N
18.00 18.20 18.40 18.60

129 256 m/z 54.95  71.87%
97 115 213
i 143157171185199°°227

0 ||‘|‘|||H||“|||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60 73
43 R e R R RS e
18.00 18.20 18.40 18.60
5000 12 m/z 43.00 70.57%
29 185 228

87
100115 1143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid R B
43 60 73 18.00 18.20 18.40 18.60
m/z 57.05 61.69%
29
5000
129 242
“ 143157171185
O trr it R e N REEEE mmn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120315\
Data File : BG019882.D

Acq On : 3 Dec 2015 22:37

Operator : UM/NP

Sample - G4598-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 3.22 31.3 ng 239010 1 8.13 152702 20.0
2-Pentanone, 4-hy... 5.19 6.8 ng 52189 1 8.13 152702 20.0
unknown? .65 7.65 61.5 ng 469219 1 8.13 152702 20.0
n-Hexadecanoic acid 18.37 2.1 ng 54530 4 17.49 516146 20.0
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