LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 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_F\METHODS\8270-BF020318_.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 2.169 8 14 19 rVB 404819 536133 13.48% 1.588%
2 5.116 512 515 521 rVB 119875 147372 3.71% 0.437%
3 5.504 576 581 584 rBV 4133910 3976436 100.00% 11.780%
4 6.510 747 752 769 rBV 3599509 3948363 99.29% 11.696%
5 6.657 772 777 780 rBV 3996832 3798020 95.51% 11.251%
6 6.886 812 816 819 rBV 1447200 1215600 30.57% 3.601%
7 7.039 838 842 846 rBV 2960712 2759933 69.41% 8.176%
8 7.445 906 911 914 rBV 2589314 2503690 62.96% 7.417%
9 8.169 1030 1034 1037 rBV 1894016 1546972 38.90% 4.583%
10 9.239 1212 1216 1226 rBV 3293478 3147159 79.15% 9.323%
11 9.316 1226 1229 1232 rVB 78339 63341 1.59% 0.188%

12 9.633 1279 1283 1286 rBV 309360 271253 6.82% 0.804%
13 9.845 1312 1319 1322 rBV 194609 175277 4.41% 0.519%
14 9.922 1328 1332 1341 rBV 1493121 1459497 36.70% 4.324%
15 10.322 1397 1400 1402 rBV 46637 41885 1.05% 0.124%

16 10.345 1402 1404 1407 rVB 198552 147697 3.71% 0.438%
17 10.569 1437 1442 1444 rBV 45258 58330 1.47% 0.173%
18 10.710 1463 1466 1477 rVB 1607027 1594363 40.10% 4.723%
19 10.816 1482 1484 1490 rVB 212130 221199 5.56% 0.655%

20 11.269 1558 1561 1563 rBV 78849 60202 1.51% 0.178%
21 11.410 1582 1585 1589 rBV 1186521 1126910 28.34% 3.338%
22 11.692 1631 1633 1644 rVB2 35697 43657 1.10% 0.129%
23 11.927 1670 1673 1683 rBV2 104978 116297 2.92% 0.345%
24 12.886 1833 1836 1839 rVB2 45364 47176 1.19% 0.140%

25 12.998 1850 1855 1858 rBV 1917626 1851237 46.56% 5.484%

26 13.468 1925 1935 1946 rVB 234837 463429 11.65% 1.373%
27 13.880 2002 2005 2014 rBV 450075 452366 11.38% 1.340%
28 14.051 2030 2034 2038 rBV 1086940 1031029 25.93% 3.054%
29 14.515 2110 2113 2117 rBV5 45548 52471 1.32% 0.155%
30 15.539 2282 2287 2294 rBV 650829 899671 22.63% 2.665%

Sum of corrected areas: 33756965
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF020818\

BF102860.D

8 Feb 2018 17:07

SJ/JuU

J1470-05

17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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4000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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.

2.17 8.82 ng 536133 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF102860.D (-8) (-) m/z 73.00 100.00%
7B
5000 43
75 87
2.20 2.30 2.40 2.50 2.60
O S8 80 L o7 L 198 Thzz 43.00  41.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUN AR AR AREAN RRRAE U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95  31.28%
o ‘%9 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
P R 87 220 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 _44%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 _.54%
5000
45
o 29 37 || 53 59 65 |, 80 88
Tryrrrryrrrryrrrryrrrryrrrrryrrrr[rrrr[rrrr[rrrrrrorr —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 10 20 30 40 50 60 70 8 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 2.42 ng 147372 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 3-Pentanol 88 C5H120 000584-02-1 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
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 516 (5.122 min): BF102860.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
0....,....','...'!|,....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 59.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS A A
59 480 500 520 540
m/z 101.00 20.34%
31 g3 101
Ol e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 31 m/z 58.00 18.15%
15 13 70 87
G L L I S L S SN B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e L R R R
50 4.80 5.00 5.20 5.40
m/z 41.00 9.55%
5000 41
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknown6.66 Concentration Rank 1

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

6.66 62.49 ng 3798020 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF102860.D (-772) (-) m/z 132.00 100.00%
5000
68
5 R Rt
40 54 75 104 6.40 6.60 6.80 7.00
o....,...::u..“ﬁ::..??rl'.',..'..??.5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 68.00 34.20%
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 IS RS S UL
6.40 6.60 6.80 7.00
78 m/z 134.00 33.72%
31 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
640 6.60 680 7.00
5000 67 m/z 66.00 22.75%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132 6.40 6.60 6.80 7.00

m/z 96.00 13.20%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | 1s ‘

B e 1 R ——

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Hexadecane Concentration Rank 7

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

9.85 2.40 ng 175277 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
4 Tridecane 184 C13H28 000629-50-5 78
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1320 (9.851 min): BF102860.D (-1312) (-) m/z 57.00 100.00%
57
43
5000
9.60 9.80 10.00 10.20
113
o 127 141 195 172 m/z 43.00 72.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n R R UL I B
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 57.74%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.00 38.72%
29 141
. % 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 vaﬂA)AkaMJ
Abundance #59895: Tridecane, 6-methyl-
57 9.60 9.80 10.00 10.20
m/z 41.00 35.60%
43
5000 71
ol 15 | ‘L L] us ) 140 154 169 183 108
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 7 unknownl1l0O.82 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.93 ng 221199 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 46
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 42
3 Undecane 156 C11H24 001120-21-4 38
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 38
5 Heptacosane 380 C27H56 000593-49-7 38
Abundance Scan 1485 (10.821 min): BF102860.D (-1482) (-) m/z 57.00 100.00%
43
- 91
5000
155 185 SRR PR SUNRAA SN
108 121 10.60 10.80 11.00 11.20
ol 8 i m/z 43.00 69.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91
5000 A N S SR U
10.60 10.80 11.00 11.20
30 65 155 185 m/z 91.00 64.45%
121
0 15 ‘ ﬁl 5\\1 \“ 1 L 198 \‘ 139
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91
10,60 10.80 11.00 11.20
5000 185 m/z 71.05 56 .73%
155
65
30
o 41 51 77 108 12 139
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28421: Undecane T T TR T T
43 57 10.60 10.80 11.00 11.20
m/z 84.95 39.24%
5000 71
85
29
oL 15 | “\‘ [ “ 99 118 17 1%
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 8 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.06 ng 116297 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1673 (11.927 min): BF102860.D (-1670) (-) m/z 72.95 100.00%
43 60 73
5000
129
97 115
143157171185199213227 256 11.60 11.80 12.00 12.20
0 m/z 43.00 88.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN SRR BRI S SULBRS
nmnmnmnm
m/z 60.00 86.10%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 69.58%
29 87 185
115 143 __171 228
oL1s 101 157 199212
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R RaE e R RERmE L
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 68.89%
129
5000 -
143157 214
0 B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF020318.M Fri Feb 09 10:52:03 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 9 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.78 ng 452366 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2005 (13.880 min): BF102860.D (-2002) (-) m/z 57.00 100.00%
¥7 83
41
5000 L\,s./\/w
e I
13.60 13.80 14.00 14.20
3 S 182 2i5 289 m/z 55.00 98.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
5000 SR AR SN SR B
13.60 13.80 14.00 14.20
125 m/z 43.00 92.77%
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13,60 13.80 14.00 14.20
5000 111 m/z 83.00 84.32%
29

0 139154 182 210 238 266 294

mewmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester BT RS
13.60 13.80 14.00 14.20

69 m/z 69.00 75.03%
97

]

5000

L
]

154 181 208224 250
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102860.D

Acq On : 8 Feb 2018 17:07

Operator : SJ/JU

Sample - J1470-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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... 2.17 8.8 ng 536133 1 6.89 1215600 20.0
2-Pentanone, 4-hy... 5.12 2.4 ng 147372 1 6.89 1215600 20.0
unknown6 .66 6.66 62.5 ng 3798020 1 6.89 1215600 20.0
Hexadecane 9.85 2.4 ng 175277 3 9.92 1459500 20.0
unknown10.82 10.82 3.9 ng 221199 4 11.41 1126910 20.0
n-Hexadecanoic acid 11.93 2.1 ng 116297 4 11.41 1126910 20.0
Trichloroacetic a... 13.88 8.8 ng 452366 5 14.05 1031030 20.0

8270-BF020318.M Fri Feb 09 10:52:04 2018 Page: 10



