LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090252.D
Aca On > 27 Sep 2016 15:28 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 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 F\METHODS\8270-BF092016.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 1.644 4 5 64 rVvB 3618581 11967447 100.00% 31.401%
2 4.547 257 259 269 rVB 344671 497176 4.15% 1.305%
3 5.027 298 301 316 rBVY 2048874 2234889 18.67% 5.864%
4 6.124 394 397 404 rBVY 2125992 2203902 18.42% 5.783%
5 6.239 404 407 409 rBV 2111932 2441869 20.40% 6.407%

6.467 425 427 430 rBvV 798399 750064 6.27% 1.968%
6.627 438 441 443 rBV 2019113 1938582 16.20% 5.087%
7.039 474 477 480 rBV 1311699 1314157 10.98% 3.448%
7.759 537 540 542 rBV 1114523 1020268 8.53% 2.677%
8.844 632 635 637 rBVY 2313935 2967501 24.80% 7.786%

=
QO ~NO®

11 9.245 667 670 672 rBV 563885 688030 5.75% 1.805%
12 9.496 690 692 695 rvB 1148189 1157876 9.68% 3.038%
13 10.285 758 761 763 rBV 1629531 1685359 14.08% 4.422%
14 10.433 770 774 778 rBV 107734 140043 1.17% 0.367%
15 10.970 818 821 823 rBV 1251951 1241914 10.38% 3.259%

16 11.233 841 844 848 rBV 101758 125572 1.05% 0.329%
17 12.559 957 960 962 rBV 2461209 3076550 25.71% 8.072%
18 13.474 1037 1040 1047 rBV 206318 290277 2.43% 0.762%
19 13.576 1047 1049 1052 rBV 1075420 1184201 9.90% 3.107%
20 14.365 1115 1118 1120 rBV 152261 219934 1.84% 0.577%

21 14.902 1162 1165 1167 rBV 846438 966124 8.07% 2.535%

Sum of corrected areas: 38111735
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090252.D
3500000164

3000000

2500000

5.03 61824 563

2000000

1500000 7.04

1000000 6.47

500000 4.55

e e i it e .

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF090252.D
3500000

3000000
12.56
2500000 8.84

2000000
10.28

1500000 10.97
7.76 9.50 ' 13.

1000000

500000

10.43 11.23 13.4

A,
L L LA L L AL (LI N N S N S B R B B S S B N B

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090252.D
3500000

O e e e

3000000

2500000

2000000

1500000

1000000 14.90

500000
14.37

e e e e T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.55 13.26 ng 497176 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 259 (4.547 min): BF090252.D (-257) (-) m/z 43.10 100.00%
a3
59
5000
101 R RN A R
420 4.40 4.60 4.80
N 51 Al | 8|3 1 0
S R R SR AN AR ARARA RARSA RARAN AARAN LA RALRS SRS RARRY m/z 59.10 65.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN LA SRR
59 420 440 460 480
m/z 101.10 23 .59%
15 31 101
0 ‘ Tl Ly 51 . 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 4.60 480
5000 M m/z 58.10 17.41%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3834: 4-Methoxy-1-pentene
59 420 4.40 4.60 4.80

m/z 41.05 8.87%

5000
41 P
H\‘\ 11 99 | 99
L L L B L L L L L B I R L IR R |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 440 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.24 Concentration Rank 2

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

6.24 65.11 ng 2441870 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 407 (6.239 min): BF090252.D (-404) (-) m/z 132.10 100.00%
132
5000 68
% " 6.00 6.20 640 6.60
40 54 : : : :
o S - :|-.|.7.7, o7 | Meus oo m/z 68.10 35.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN S AR R
6.00 6.20 6.40 6.60
2 51 78 m/z 134.10 33.52%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 6.20 640 6.60
5000 og 116 m/z 66.10 21.41%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A B o A R
132 6.00 6.20 6.40 6.60
m/z 96.10 14 _.39%
5000 67
41 97
53
TN ™ P
ol lll ol ) 88 a0 | I |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 5 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.26 ng 140043 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 774 (10.433 min): BF090252.D (-770) (-) m/z 57.10 100.00%
57
5000 85
4 —) WU — A A T
113 14 10.20 10.40 10.60 10.80
0! m/z 71.10 70.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LR BRI BN BN
mmmmmmmm
4 m/z 43.10 61.96%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
11020 1040 10.60 10.80
5000 a5 m/z 85.10 49 .38%
41
ol 18 113 141 189 197 226
W@WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane B AR
57 10.20 10.40 10.60 10.80
m/z 41.10 24 .13%
5000 85
4
o2 | || M3 11 ey 108
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 n-Heptadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.02 ng 125572 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
Abundance Scan 844 (11.233 min): BF090252.D (-841) (-) m/z 83.05 100.00%

5000

-

11.00 11.20 11.40 11.60
0 m/z 69.10 96 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83
97
4

5000 L R e ]
11,00 11.20 11.40 11.60

125 m/z 55.05 92 .24%

o 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83

97 R A LR R e e e
T 11.00 11.20 11.40 11.60
5000 111 m/z 57.10 83.38%
29
125
0 139 154167 182196210 225238251
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95985: 1-Hexadecanol L e A AR
43 ol 11.00 11.20 11.40 11.60
83 m/z 97.10 78.91%
5000
125
0 b 140154168182196 224
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.90 ng 290277 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1040 (13.474 min): BF090252.D (-1037) (-) m/z 83.05 100.00%

57

—

5000 111
3 139 168 13.20 13.40 13.60 13.80
(o} m/z 57.10 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83

-

5000 LA L L L L L L L L
13 20 13. 40 13. 60 13. 80
m/z 97.05 87 .85%
29 139
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
5000 m/z 69.10 82.89%
125
0 26 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 13.20 13.40 13.60 13.80
m/z 55.10 82.77%
5000 NL
o \“ ‘ 167 195 222 250 280 308 336
”quupn.”” T R R e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090252.D

Aca On : 27 Sep 2016 15:28

Operator : UM/SJ

ﬁ?ggle i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.37 4.55 ng 219934 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Octadecanamide 283 C18H37NO 000124-26-5 47
3 Decanamide- 171 C10H21NO 002319-29-1 38
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 35
5 N,N-Dimethyl cyanoacetamide 112 C5H8N20 007391-40-4 25

Abundance Scan 1118 (14.365 min): BF090252.D (-1115) (-) m/z 59.10 100.00%

5000

_F

A
LI L

14.00 14.20 14.40 14.60
m/z 72.10 82.88%

154170 191209 240 294 320

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LI L L L L L L L LB L L
14.00 14.20 14.40 14.60
81 m/z 55.10 48.04%
o Bl DR dse e ooz sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
L e eI
14.00 14.20 14.40 14.60
5000 m/z 69.10 30.82%
43
oLz 86 111128 156 184 212 240256 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 A
Abundance #38977: Decanamide- L Ao B
59 14.00 14.20 14.40 14.60
m/z 43.10 27 .59%
o L\J\,—
43 A
86
T T S . o Y I IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. OO 14. 20 14. 40 14. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092716\

Data File : BF090252.D

Acq On : 27 Sep 2016 15:28

Operator : UM/SJ

3?22'6 i H4954-01 TRACK-D-GRID-20A
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.55 13.3 ng 497176 1 6.47 750064 20.0
unknown6 .24 6.24 65.1 ng 2441870 1 6.47 750064 20.0
Heneicosane 10.43 2.3 ng 140043 4 10.97 1241910 20.0
n-Heptadecanol-1 11.23 2.0 ng 125572 4 10.97 1241910 20.0
n-Nonadecanol-1 13.47 4.9 ng 290277 5 13.58 1184200 20.0
9-Octadecenamide, ... 14.37 4.5 ng 219934 6 14.90 966124 20.0
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