LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 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-BG011218.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 3.475 27 32 48 rBV 325058 488964 13.84% 3.027%
2 4.322 171 176 187 rVB 23999 39882 1.13% 0.247%
3 5.009 286 293 305 rVB 215109 353901 10.01% 2.191%
4 5.667 399 405 416 rVB 102195 167723 4_.75% 1.038%
5 6.178 485 492 506 rBV 426426 734638 20.79% 4 .548%

6 7.859 770 778 791 rVB 410987 753865 21.33% 4.667%
7 8.258 838 846 855 rBV 504608 923174 26.12% 5.716%
8 8.746 921 929 937 rBV 104987 189220 5.35% 1.172%
9 9.081 978 986 994 rBV 508366 924306 26.15% 5.723%
10 9.938 1125 1132 1145 rVB 362043 690190 19.53% 4._.273%
11 11.625 1407 1419 1425 rBv2 139371 278975 7.89% 1.727%
12 13.235 1687 1693 1700 rVB 28355 46643 1.32% 0.289%
13 13.452 1724 1730 1740 rBV 23461 39978 1.13% 0.248%
14 13.998 1816 1823 1832 rBV 1403344 2275813 64.39% 14.091%
15 14.797 1954 1959 1963 rBV 28774 44838 1.27% 0.278%

16 15.373 2050 2057 2064 rVB2 266399 440385 12.46% 2.727%
17 16.701 2277 2283 2291 rVB 114925 168863 4.78% 1.046%
18 16.848 2300 2308 2316 rBV 1069739 1789315 50.63% 11.078%
19 18.105 2515 2522 2532 rBV 398352 669452 18.94% 4.145%
20 20.638 2947 2953 2962 rBV 2573390 3534194 100.00% 21.882%

21 22.436 3251 3259 3269 rBV 481398 872706 24.69% 5.403%
22 26.137 3876 3889 3902 rBV3 213822 724343 20.50% 4._.485%

Sum of corrected areas: 16151368
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032315.D
2500000

2000000
1500000

1000000

8.26 9.08
500000/ , - 6.18 7.86 9.94
5.01

11.62
432 5.67 8.75

| L | 1 b

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG032315.D
2500000 20164

2000000

1500000 14.00

16.85
1000000

500000 18.11 22.44

15.37

13.23.45 14.80 16.

O L o o e e e LANLANLA  L e LB B e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG032315.D
2500000

2000000

1500000

1000000

500000
26.14

B - A e - B Bl B i i liLi i i

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.48 51.68 ng 488964 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 33 (3.481 min): BG032315.D (-27) (-) m/z 73.10 100.00%
7B
5000 s
43
55 87
63 3.403.503.603.70 3.803.90
rerprrrrreree i e 8 m/Z 43.05  37.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.403.503.603.70 3.803.90
55 87 m/z 87.10 32.48%
29
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.403.503.603.70 3.803.90
5000 41 55 m/z 55.05 26.16%
29
65 80 97 112 129
wwmmfmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.403.503.603.70 3.803.90
m/z 41.10 11.96%
5000 43 87
15 72
”W'LW”JH““fL”?%E%'“J“'P“H'”W”'W””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.70 3.803.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.32 4.22 ng 39882 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 53
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 47
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 27

Abundance Scan 176 (4.322 min): BG032315.D (-171) (-) m/z 43.00 100.00%
43
5000
8|3 12 400 420 4.40 460
...hvh...h....,....,....,....,....,....,.. m/z 83.10 15.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
1 A
5000 IBENARBE SRR AR AR
4.00 4.20 4.40 4.60
m/z 39.00 14 _.37%
%3
1 11 S0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
4.00 4.20 4.40 4.60
5000 m/z 55.10 8.40%
15 83
mz-> 50 100 150 200 250 300 350 400
Abundance #3272: Methyl 1-methylcyclopropy! ketone e ,A
43 4.00 4.20 4.40 4.60
m/z 98.00 7.24%
5000
98
}ﬁth“ﬁ?J'l""l U DN UL UL AL A IBENARBE SRR AR AR
m/z--> 50 100 150 200 250 300 350 400 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

5.01 37.41 ng 353901 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 293 (5.009 min): BG032315.D (-286) (-) m/z 83.10 100.00%
55 88
5000
g3 || 460 480 500 520 540
' DU I (S — LY S m/z 55.10 83.10%
m/z--> 0 50 100 150 200 250 300 350
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 ISR SRR U SRR
29 4.60 4.80 500 5.20 5.40
‘ m/z 98.10 35.26%
UELEEL SR B SRR UL SUNLELEL SR SR
m/z--> 0 50 100 150 200 250 300 350
Abundance
83
55 460 4.80 500 520 540
5000 m/z 43.00 29.09%
29
mz-> 0 50 100 150 200 250 300 350
Abundance #3371: 2-Pentene, 2,4-dimethyl- P T T e
83 460 4.80 500 5.20 5.40
55 m/z 39.00 26 .88%
5000
27
'”'JH"" frrrrfrrr ot ISR SRR U SRR
m'z--> 0 50 100 150 200 250 300 350 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.67 17.73 ng 167723 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 16
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 16
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 12

Abundance Scan 406 (5.673 min): BG032315.D (-399) (-) m/z 43.10 100.00%
43
59
5000
101
5.40 560 5.80 6.00
ot S8l 8 m/z 59.10 64.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL U R
5.40 560 5.80 6.00
59 m/z 101.10 30.94%
21 37 53 ‘ 67 778 o ‘U
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
" '5.40 560 580 600
5000 m/z 58.10 19.07%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone b A ma
50 5.40 560 5.80 6.00
m/z 41.00 10.57%
5000 43
31
1‘5 | | ‘ 11y 69 87 A o [
mz-> 10 20 30 40 50 60 70 8 90 100 110 " '5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 5 unknown8.26 Concentration Rank 2

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

8.26 97.58 ng 923174 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 846 (8.258 min): BG032315.D (-838) (-) m/z 132.00 100.00%
132
5000
68
96 RS SARRE AR SR
20 .51 ¢ | 75 o 104 ‘ 8.00 820 840 8.60
.w”.w.“w.nﬂunw..,?L.“hn“”.“.npﬂn,”“,””,h”,” m/z 68.10 32.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
8.00 8.20 8.40 8.60
78 m/z 134.00 31.00%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
"800 8.20 8.40 8.60
5000 m/z 66.00 24 .16%

15 28 39 52 8 77 90 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine R RS maans nr

132 8.00 8.20 8.40 8.60
m/z 69.10 15.39%

5000
33 44 o g7 105
78
R B A A A B e S R R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Naphthalene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.87 ng 39978 Naphthalene-d8 11.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 91
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 86
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64
Abundance Scan 1730 (13.452 min): BG032315.D (-1724) (-) m/z 142.05 100.00%
142
5000 115
© o 6 & 820 1340 1360 1380
m/z 141.10 91.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19234: Naphthalene, 1-methyl-
142
5000 UL SO BURURN SN SR
13.20 13.40 13.60 13.80
115 m/z 115.10 44 _64%
71
27 39 51 62 | 89 102 126 |,
miz-> 2 30 4 5 60 70 80 80 100 110 130 130 140 150 180 170 150
Abundance
141
13.20 13.40 13.60 13.80
5000 m/z 143.10 12_.57%
115
o7 39 51 83 45 89 4o, 129
WTWWWWWWTWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 |
Abundance #19239: Naphthalene, 2-methyl- B E e b R
142 13.20 13.40 13.60 13.80
m/z 139.00 11.68%
5000
115
39 4958 71 89 100 | 126 ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032315.D

Aca On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample : J1267-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.70 7.67 ng 168863 Acenaphthene-d10 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 9H-Pvridol3.4-blindole. 1-methvl- 182 C12H10N2 000486-84-0 43
3 .beta.-Carboline. 2-methvl- 182 C12H10N2 013099-99-5 43
4 2.4.6-Trimethoxvtoluene 182 C10H1403 014107-97-2 43
5 Benzoylformic acid 150 C8H603 000611-73-4 38
Abundance Scan 2283 (16.701 min): BG032315.D (-2277) (-) m/z 105.00 100.00%
105 182
77
5000
51
152 16.40 16.60 16.80 17.00
ety 1226 Ty 80 Tm/z 182.10 97.70%
m/z--> 50 100 150 200 250 300 350
Abundance #47246: Benzophenone
105
77 182
5000 UL RN SR
16.40 16.60 16.80 17.00
51 m/z 77.00 69.64%
I ull 126 1?2 [|
m/z--> 50 100 150 200 250 300 350
Abundance
182
16.40 16,60 16.80 17.00
5000 m/z 51.00 28.81%
154
18 39 63 91 127
m/z--> 50 100 150 200 250 300 350
Abundance #47133: .beta.-Carboline, 2-methyl- e e
182 16.40 16.60 16.80 17.00
m/z 181.10 16.07%
5000
140
263 913 | 44
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012518\
Data File : BG032315.D

Acq On : 26 Jan 2018 5:24

Operator : SJ/JU

Sample - J1267-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.48 51.7 ng 488964 1 8.75 189220 20.0
4-Penten-2-one, 4. .. 4.32 4.2 ng 39882 1 8.75 189220 20.0
3-Penten-2-one, 4. .. 5.01 37.4 ng 353901 1 8.75 189220 20.0
2-Pentanone, 4-hy... 5.67 17.7 ng 167723 1 8.75 189220 20.0
unknown8.26 8.26 97.6 ng 923174 1 8.75 189220 20.0
Naphthalene, 1-me... 13.45 2.9 ng 39978 2 11.62 278975 20.0
Benzophenone 16.70 7.7 ng 168863 3 15.37 440385 20.0
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