LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial : 25 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-BG012918.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

3.370 9 14 25 rvVB5 11606 31263 1.22% 0.248%
3.464 25 30 40 rVB3 27138 53868 2.10% 0.427%
rBv4 17304 31709 1.24% 0.252%
6.167 483 490 509 rBvV 354398 712744 27 .81% 5.654%
7.848 768 776 795 rBV 346160 761709 29.72% 6.042%
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8.241 835 843 856 rBvV 415748 833968 32.54% 6.615%
8.723 918 925 938 rBV 95455 190409 7.43% 1.510%
9.058 973 982 998 rBV 381237 739101 28.84% 5.863%
9.922 1121 1129 1150 rBV 241876 497966 19.43% 3.950%
11.602 1407 1415 1425 rBV 128421 265132 10.34% 2.103%

=
QO ~NO®

11 13.976 1812 1819 1828 rBV 964707 1609719 62.81% 12.769%
12 14.775 1951 1955 1962 rBV 67224 114047 4._.45% 0.905%
13 15.145 2014 2018 2020 rBV5 36969 59527 2.32% 0.472%
14 15.339 2046 2051 2059 rVB2 451942 852102 33.25% 6.759%
15 16.126 2182 2185 2190 rVB4 127568 194988 7.61% 1.547%

16 16.831 2300 2305 2311 rBV 767223 1234578 48.17% 9.793%
17 18.088 2516 2519 2525 rVB 292537 428363 16.71% 3.398%
18 20.621 2946 2950 2957 rVB 1856306 2562933 100.00% 20.330%
19 22.413 3250 3255 3266 rVB2 382445 714620 27.88% 5.668%
20 26.091 3870 3881 3892 rVB 220684 718176 28.02% 5.697%

Sum of corrected areas: 12606922
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG012918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
2500000 TIC: BG032486.D

2000000
1500000
1000000

500000 8.24 9.06

8.9 11.60
316 5.65 8.72 '

Time--> 350 4.00 450 500 550 600 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 12.00 1250

Abundance
2500000 TIC: BG032486.D e

2000000

1500000 16.83

1000000

500000

O o L I B e e o s o o L s R LA B o e 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
Abyndance TIC: BG032486.D

2000000

1500000

1000000

500000
26.09
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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

8270-BG012918.M Thu Feb 01 12:55:14 2018 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Hexanol, 2,4-dimethyl- Concentration Rank 3

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

3.46 5.66 ng 53868 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 53
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 42
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
4 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 36
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 12

Abundance Scan 29 (3.459 min): BG032486.D (-25) (-) m/z 73.10 100.00%
3
5000 43
55 87
37, | 49| | 3.40 3.50 3.60 3.70 3.80 3.90
e L e N o i m/z 43.00 41 _.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73
45
55
87
5000 3.40 3.50 3.60 3.70 3.80 3.90
29 39 m/z 87.10 27 .80%
"I”"I'”Mkh'”hl"W'“llP'§?Nh"l“ﬂ'l"”l"'W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 55.00 23.40%
43
87
27
T "|""|%% "|"'4?""§q '§?|""| ""I""lp}"'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 3.40 3.50 3.60 3.70 3.80 3.90
m/z 71.10 13.27%
41 55 87
5000
29
— .%?., ...H‘ﬂ... e .??i‘.a.., i ,..?Z, e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
" 5.65 3.33ng 31709  1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50

016504-58-8 43
004016-14-2 36

2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
3 Oxirane. [(1-methvlethoxv)methvl1- 116 C6H1202

4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 10
Abundance Scan 402 (5.650 min): BG032486.D (-396) (-) m/z 43.00 100.00%
43
59
5000 101
73 g3 5.40 5.60 5.80 6.00
--w--“|“-w--“HL--w”L|“--w-“|*-w--”|“--w-“|“ m/z 59.10 79.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LB L L
5.40 5.60 5.80 6.00
m/z 101.10 45 _.59%
25 31 37 | 83 gz
T T T T T T e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
s B s R
5.40 5.60 5.80 6.00
5000 m/z 58.00 16.77%
101
28 59
70 84
15 53 78 95
L B I o o e N R R S RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]- R
43 5.40 5.60 5.80 6.00
29 59 m/z 41.00 11.67%
5000
101
15 73
\ “ 37“‘ 53| 67 | 86 115
T T T T T e T R R e EEEEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.24 Concentration Rank 1

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

8.24 87.60 ng 833968 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17

Abundance Scan 843 (8.241 min): BG032486.D (-835) (-) m/z 132.00 100.00%
132
5000 S
68
40 4, 54 ¢ | 75 g |6 104 8.00 820 840 8.60
“,””,“.w”.ﬂm.w.”,?Lw.”w.”w.”wﬂhw.”w.”w'“w.. m/z 68.10 33.59%
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
8.00 8.20 8.40 8.60
0
3638 Sﬁ 78 ‘ m/z 134.00 32.78%
1 | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 840 860
5000 97 m/z 66.10 24.92%
70
31
4451 60 | 77 gg 105 116
wwwwmmwwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 8.00 8.20 8.40 8.60
m/z 69.10 15.23%
5000
104
66
14 27 37445158 7 7T g9 97 | 115
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\BG013118\
Data File : BG032486.D

Aca On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample : J1377-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 unknownl16.13 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 4_.58 ng 194988 Acenaphthene-d10 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maanesium. bis(acetvlacetonate) 222 C10H14Ma0O4 068488-07-3 47
2 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 38
3 4-Fluorobenzoic acid. morpholide 209 C11H12FNO2 1000307-09-9 35
4 2-Fluorobenzoic acid. 2-fluoroph... 234 C13H8F202 1000325-75-1 30
5 1-Butanone, 4-chloro-1-(4-fluoro... 200 C10H10CIFO 003874-54-2 27
Abundance Scan 2186 (16.132 min): BG032486.D (-2182) (-) m/z 123.10 100.00%
43 123
57
81 o5 207
5000 9 109

15.80 16.00 16.20 16.40
m/z 43.10 88.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78559: Magnesium, bis(acetylacetonate)
123

207 299

5000 R R R
15. 80 16. 00 16 20 16.40

o1 m/z 41.10 84.87%

28 \\ 6s 78 | 107 | 136 152165 \ 193‘¢ |
R B A B e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
R RRmE e
15.80 16.00 16.20 16.40
5000 95 m/z 57.10 72.14%
75
208
42 180
56 109 | 139152165
T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68479: 4-Fluorobenzoic acid, morpholide R Ea AR S
123 15.80 16.00 16.20 16.40
m/z 207.20 54 _55%
5000
95
56 208
29 42 ™ | | 110 | 138 152166178 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 80 16. 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG013118\
Data File : BG032486.D

Acq On : 1 Feb 2018 9:31

Operator : SJ/JU

Sample - J1377-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_M
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]
3-Hexanol, 2,4-di... 3.46 5.7 ng 53868 1 8.72 190409 20.0
2-Pentanone, 4-hy... 5.65 3.3 ng 31709 1 8.72 190409 20.0
unknown8.24 8.24 87.6 ng 833968 1 8.72 190409 20.0
unknownl16.13 16.13 4.6 ng 194988 3 15.35 852102 20.0
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