LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\

Data File : BG032820.D

Aca On : 26 Feb 2018 14:00 Instrument :

Operator : SJ/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

a?zgle : J1688-07 el

ALS Vial : 7 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-BG022118.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

3.529 33 41 51 rBv2 51644 122126 3.93% 0.615%
3.617 51 56 66 rvB 235583 393425 12.67% 1.982%
rvB2 54469 91188 2.94% 0.459%
6.343 513 520 531 rBV 831235 1454630 46.83% 7.327%
8.029 797 807 820 rBV 846177 1607241 51.74% 8.096%
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8.440 869 877 893 rBvV 840528 1557816 50.15% 7.847%
8.933 954 961 971 rBV 209424 373631 12.03% 1.882%
9.268 1008 1018 1028 rBV 634376 1175575 37.85% 5.921%
rBv 485771 909360 29.28% 4 _580%
11.818 1444 1452 1462 rVB 299893 553593 17.82% 2.788%
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11 13.063 1655 1664 1670 rBV2 43965 71815 2.31% 0.362%
12 14.173 1842 1853 1863 rBV 1308177 2093555 67.40% 10.545%
13 14.966 1982 1988 1994 rBV 56778 82305 2.65% 0.415%

14 15.548 2076 2087 2095 rVB2 424746 723185 23.28% 3.643%
15 16.870 2305 2312 2318 rBV 374300 544906 17 .54% 2.745%

16 17.011 2329 2336 2346 rBVY 1030644 1591813 51.25% 8.018%
17 18.274 2543 2551 2563 rBV 570226 910239 29.30% 4 _.585%
18 19.073 2683 2687 2697 rBV2 78195 126091 4._.06% 0.635%
19 20.306 2893 2897 2907 rBV3 23133 37011 1.19% 0.186%
20 20.788 2973 2979 2985 rBV 2381435 3106156 100.00% 15.646%

21 22.162 3208 3213 3225 rBV 78220 145747 4.69% 0.734%
22 22.627 3285 3292 3303 rBV2 589055 1079576 34.76% 5.438%
23 26.439 3930 3941 3959 rBvV2 338318 1102269 35.49% 5.552%

Sum of corrected areas: 19853253
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On - 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG032820.D

2000000

1500000

1000000
6.34 8.03 8.44

500000 1013

3.62 6.03 11.82

3 5.84 13,
T e L £ L |

Time--> 3.50 4.00 4.50 500 550 600 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032820.D

20.79

2000000

1500000
14.17

17.01
1000000

18.27 22.63
500000 15.55 16.9

14.97 19.07 20.31 22.16
O L B o L B o o o e N B o o o o o o o o o o o o o o o s B S AL B

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: BG032820.D

2000000

1500000

1000000

500000 26.44

T e e

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\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.62 21.06 ng 393425 1,4-Dichlorobenzene-d4 8.93
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 57 (3.623 min): BG032820.D (-51) (-) m/z 73.05 100.00%
7B
5000 43
55 87
37 o5 340 360 3.80 4.00
bbb 0 e M/Z 43.05  37.60%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 TTrTrr T
43 O 340 3.60 3.80 4.00
07 87 m/z 55.05 27 .62%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USRS S S
340 360 3.80 4.00
5000 41 55 m/z 87.05 24 _17%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 340 360 3.80 4.00

m/z 41.05 12.06%

5000 43

58

29 8(

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 6

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

5.84 4.88 ng 91188 1,4-Dichlorobenzene-d4 8.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 434 (5.838 min): BG032820.D (-428) (-) m/z 43.05 100.00%
43
59
5000
| ? g 1‘|’1 " '5.60 5.80 6.00 6.20
| AU | U= Y| NS NN~ SN NES— m/z 59.05 53.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " '5.60 5.80 6.00 6.20
m/z 58.05 18.35%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
57 5.60 5.80 6.00 6.20
5000 m/z 101.05 16.24%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- R EREawmEE S
50 5.60 5.80 6.00 6.20
m/z 73.05 12.78%
5000
43 101
31
O |'%§'|' 'J”J""“t‘j"l??hh i"'ég" "|??"|' U B LS AR SRS U L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.44 Concentration Rank 1

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

8.44 83.39 ng 1557820 1,4-Dichlorobenzene-d4 8.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 877 (8.440 min): BG032820.D (-869) (-) m/z 131.95 100.00%
32
5000 68
5 e
40 _ 54 75 104 8.20 8.40 860 8.80
o R [ Y ??.l.' VAR A M L N m/z 68.05 39.37%
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 URRBE RS L R
8.20 8.40 860 8.80
3 78 m/z 133.95 32.07%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
820 840 8.60 8.80
5000 67 m/z 66.05 24 .55%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L LA B
132 8.20 8.40 8.60 8.80
m/z 69.05 15.58%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Hydroxy-iso-butyrophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.59 ng 71815 Naphthalene-d8 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 78
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 72
3 Ethane. 1.l1-dimethoxv- 90 C4H1002 000534-15-6 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Acetamide 59 C2H5NO 000060-35-5 5
Abundance Scan 1663 (13.057 min): BG032820.D (-1655) (-) m/z 59.05 100.00%
99
5000
2 77 105 I A W
12.80 13.00 13.20 13.40
121
o....,....-,'|..'|..;....|',..9.1.,.|~...,-....,....,....,.. m/z 104.95  28.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 L LRI SUGRR UL ISR
12.80 13.00 13.20 13.40
31 43 77 105 m/z 77.05 25.63%
0 | e | g
miz--> % 4 s so 100 10 1o 180 10
Abundance
59
12.80 13.00 13.20 13.40
5000 m/z 43.05 17.85%
75 105
43
o 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2310: Ethane, 1,1-dimethoxy-
59 12.80 13.00 13.20 13.40
m/z 106.05 16.41%
5000
75
31 43
0..}?,.JL.,LM..W....,.?9.,....,....,....,....,.. S —
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 7 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.87 15.07 ng 544906  Acenaphthene-d10 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzohenone 182 C13H100 000119-61-9 96
2 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47

3 2-Phenvl-4-ethvlidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
4 1-Butanone. 1l-phenvl- 148 C10H120 000495-40-9 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 2312 (16.870 min): BG032820.D (-2305) (-) m/z 105.05 100.00%
105
77
182
5000
51 Trr|yrrrr|yrrrr[rrrr|rrrritr
16.60 16.80 17.00 17.20
39 | 63 152
Ob el P2l 86 ) 115126 139 COF 165 m/z 77.05 63.29%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 LA L L L L L L L L
51 16.60 16.80 17.00 17.20
m/z 182.05 52.18%
27 39 | 63 | ‘ 126 152 Il
T e o S o B e
miz-> 20 40 60 80 100 120 140 160 180
Abundance
105
e
16.60 16.80 17.00 17.20
5000 " m/z 51.05 24 _.94%
51
27
o 39 63 91 115 133 168
e o o e T L e e e
miz-> 20 40 60 80 100 120 140 160 180
Abundance #50967: 2-Phenyl-4-ethylidene-2-oxazolin-5-one e A
105 16.60 16.80 17.00 17.20
m/z 181.05 8.54%
77
5000
51
o 41 || 63 | 86 | 121130 143 160 172 187
e B o T e e e e e e
miz-> 20 40 60 80 100 120 140 160 180 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.07 2.77 ng 126091 Phenanthrene-d10 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2687 (19.073 min): BG032820.D (-2683) (-) m/z 73.00 100.00%
73
5000 129 s
14 1 18.80 19.00 19.20 19.40
(o} m/z 60.05 97 .19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L UL B SN R
mmmmwmwm
m/z 43.05 95.96%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.80 19.00 19,20 1940
5000 129 m/z 55.05 85.96%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid e
43 60 73 18.80 19.00 19.20 19.40
m/z 57.05 84.17%
5000 129
29
oLs L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 80 19. 00 19 20 19'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032820.D

Aca On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample : J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 9 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.16 2.70 ng 145747 Chrysene-di12 22.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 3213 (22.162 min): BG032820.D (-3208) (-) m/z 57.00 100.00%
57 83 T
5000 111
139 168 281 21.80 22.00 22.20 22.40
o...'-,.J.u..l-"l woles 22 e | | m/z 83.05 89.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000
111 21.80 22.00 22.20 22.40
29 m/z 55.05 88.73%
0 I . “‘ H ‘\ \‘\ \‘\ h ) 210 238 283 434
m/z--> §o 260 2éo 360 3%0 460
Abundance
57 83
21.80 22.00 22.20 22.40
5000 11 m/z 43.00 88.46%
29
. 139 168 194 224 250 297 360
miz-> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol T T
55 83 21.80 22.00 22.20 22.40
m/z 97.00 77 .70%
5000 111
29
oLl ‘ ‘J |23 167 196 238 266 204
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 4(')0 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022618\
Data File : BG032820.D

Acq On : 26 Feb 2018 14:00

Operator : SJ/JU

Sample - J1688-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Butane, 2-methoxy... 3.62 21.1 ng 393425 1 8.93 373631 20.0
2-Pentanone, 4-hy... 5.84 4.9 ng 91188 1 8.93 373631 20.0
unknown8 .44 8.44 83.4 ng 1557820 1 8.93 373631 20.0
2-Hydroxy-iso-but... 13.06 2.6 ng 71815 2 11.82 553593 20.0
Benzophenone 16.87 15.1 ng 544906 3 15.54 723185 20.0
n-Hexadecanoic acid 19.07 2.8 ng 126091 4 18.27 910239 20.0
Heptadecyl heptaf... 22.16 2.7 ng 145747 5 22.63 1079580 20.0
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