LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-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 height area % max. total
1 3.469 23 31 49 rvVB 339611 554167 20.84% 4.003%
2 5.649 395 402 409 rBV3 16599 29280 1.10% 0.212%
3 6.155 481 488 502 rBVY 471367 825233 31.03% 5.961%
4 7.835 767 774 788 rBV 483015 902334 33.93% 6.518%
5 8.240 835 843 855 rvB 496439 916322 34.46% 6.619%

8.722 918 925 935 rBB 116906 212551 7.99% 1.535%
9.057 974 982 992 rBV 389911 728992 27.41% 5.266%
9.921 1119 1129 1140 rBV 275377 521916 19.63% 3.770%
1407 1415 1425 rBV 153709 293511 11.04% 2.120%
13.987 1813 1821 1830 rBV 891352 1455276 54.73% 10.512%

=
QOO ~NO®
=
=
)]
(@]
=

11 14.780 1950 1956 1962 rBV 69062 98820 3.72% 0.714%
12 15.361 2046 2055 2063 rBv2 281198 471928 17.75% 3.409%
13 16.689 2275 2281 2288 rBV 45643 68768 2.59% 0.497%

14 16.830 2298 2305 2315 rBV 840620 1305698 49.10% 9.432%
15 18.088 2511 2519 2530 rBV2 429402 704109 26.48% 5.086%

16 18.910 2654 2659 2669 rBV3 42730 68378 2.57% 0.494%
17 20.626 2945 2951 2960 rBV 1973026 2659248 100.00% 19.209%
18 21.960 3173 3178 3187 rBV2 75858 117543 4.42% 0.849%
19 22.418 3249 3256 3268 rBV 517725 954815 35.91% 6.897%
20 26.102 3871 3883 3897 rvB2 297558 954815 35.91% 6.897%

Sum of corrected areas: 13843704
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032270.D
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Abundance TIC: BG032270.D

1500000

1000000

500000
26.10

O R R A A L e e e A RERAR AR AR

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\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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.

3.47 52.14 ng 554167 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 16
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (3.469 min): BG032270.D (-23) (-) m/z 73.10 100.00%
<} p
5000
43 - g7
3 49 | o5 101 3.403.50 3.60 3.70 3.80 3.90
Ol Sl 49 68l e m/z 43.05 35.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.403.50 3.60 3.70 3.80 3.90
55 87 m/z 87.10 28.92%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.403.50 3.60 3.70 3.80 3.90
5000 41 55 m/z 55.10 25.35%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 3.403.50 3.60 3.70 3.80 3.90
m/z 41.10 12.66%
5000
45
29
ol 39| 5 67 | 101 %ﬂ
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 3.403.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 unknown5.65 Concentration Rank 5

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

5.65 2.76 ng 29280 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol 116 C7H160 000589-82-2 23
2 3-Hexanol 102 C6H140 000623-37-0 17
3 2-Propanone, 1-(1- methylethoxy)— 116 C6H1202 042781-12-4 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 402 (5.649 min): BG032270.D (-395) (-) m/z 43.10 100.00%
43
5000 %9
101
73 5.40 5.60 5.80 6.00
84
Obrr el 2o L+ m/z 59.10 51.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8323: 3-Heptanol
59
69
I}
2000 4l 87 540 560 580 6.00
31 m/z 101.10 26.12%
B I N A1 77 % 15
mz> 10 20 30 40 50 60 70 8 90 100 110 130
Abundance
59
s " '5.40 560 5.80 6.00
5000 m/z 41.00 14.74%
43
31
0 15 37 53 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)-
48 540 5.60 5.80 6.00
m/z 73.00 11.63%
5000
27 58 73
0 37‘ ‘ | | 83 101 115 ,
™ N S S A S S R M I 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 unknown8.24 Concentration Rank 1

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

8.24 86.22 ng 916322 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 843 (8.240 min): BG032270.D (-835) (-) m/z 132.00 100.00%
32
5000
68
96 P SARPE SARDE RARDRAL
b Sasalls o T | SRR
'”'P'”I'”'P'”I”"P'”I”'W"”I”'W'”'I”'W T - - ¢
m/z--> 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 IR
8.00 8.20 8.40 8.60
3 78 m/z 68.10 31.32%
1 38
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 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 23.83%
69
39 o7 76
O S B s B B A i e Ee
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A Eamm s B
132 8.00 8.20 8.40 8.60
m/z 96.00 14_.47%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.91 ng 68768 Acenaphthene-d10 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzoylformic acid 150 C8H603 000611-73-4 50
3 4-Thiazolidinone, 3-benzoyl-5-(4... 359 C17H10CINO2S2 349498-40-4 43
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 38
5 1,2(4H)-0Oxazine-3-ol, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 38
Abundance Scan 2281 (16.689 min): BG032270.D (-2275) (-) m/z 105.00 100.00%
1605 182
77
5000
51 N
197 152 16.40 16.60 16.80 17.00
o’ B e L A E e S m/z 182.10 99.72%
m/z--> 50 100 150 200 250 300 350
Abundance #47246: Benzophenone
105
77 182
5000 SRR UM SRR SR
16.40 16.60 16.80 17.00
51 m/z 77.00 74 _.10%
0 L 126 192
m/z--> 50 100 150 200 250 300 350
Abundance
105
" R RN SR RS R
16.40 16.60 16.80 17.00
5000 m/z 51.00 28.05%
51
o027 123 150
m/z--> 50 100 150 200 250 300 350
Abundance #189787: 4-Thiazolidinone, 3-benzoyl-5-(4-chlorobenzyliden... e e
105 16.40 16.60 16.80 17.00
m/z 181.10 15.98%
5000 77
51
oL 33 |l 188 1?8 196 255 283 326 359
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 6 Octacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.96 2.46 ng 117543 Chrysene-di12 22.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 1-Eicosene 280 C20H40 003452-07-1 86
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 86
Abundance Scan 3178 (21.960 min): BG032270.D (-3173) (-) m/z 83.05 100.00%
57 88
5000
181 210 341 21.60 21.80 22.00 22.20
o 6 28 2B m/z 57.05  90.26%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000
21.60 21.80 22.00 22.20
125 m/z 55.05 86.47%
o 210 d L ¢ 153 181 200 236 264 292 322 364 392
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance
57 83
21.60 21.80 22.00 22.20
5000 11 m/z 97.10 86.15%
29 139
o 167 195 222 250 280 308 336
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance #166292: Behenic alcohol
56 83 21.60 21.80 22.00 22.20
m/z 69.10 85.96%
5000 1l
29
0 Sk ‘ b A1?9“1§7 196 224 252 280 308
m/z--> 50 100 1éo 260 250 360 3éo ' 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032270.D

Acq On : 24 Jan 2018 20:56

Operator : SJ/JU

Sample : J1249-19

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 3.47 52.1 ng 554167 1 8.73 212551 20.0
unknown5 .65 5.65 2.8 ng 29280 1 8.73 212551 20.0
unknown8 .24 8.24 86.2 ng 916322 1 8.73 212551 20.0
Benzophenone 16.69 2.9 ng 68768 3 15.36 471928 20.0
Octacosanol 21.96 2.5 ng 117543 5 22.42 954815 20.0
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