LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031344.D

Aca On : 2 Dec 2017 8:14

Operator : SJ/JU

Sample : 16653-08

Misc :

ALS Vial : 28 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-BG111017.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

5.689 401 408 420 rBvV 538811 947440 14.75% 3.450%
7.293 675 681 696 rBv 311437 612458 9.54% 2.230%
rBV 1105438 1986438 30.93% 7.233%
8.127 816 823 832 rBV 245625 427036 6.65% 1.555%
8.450 871 878 891 rBV 1074138 1991661 31.01% 7.252%
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6 9.296 1013 1022 1040 rBV 808770 1561996 24.32% 5.688%
7 10.942 1294 1302 1316 rBV 311729 638704 9.94% 2.326%
8 13.374 1707 1716 1733 rBV 2558765 4227193 65.82% 15.392%
9 14.749 1944 1950 1958 rBV2 557356 954372 14.86% 3.475%
10 16.235 2196 2203 2222 rBV 1990246 3145995 48.98% 11.455%
11 16.429 2231 2236 2246 rBvV4 29786 66390 1.03% 0.242%

12 17.493 2410 2417 2429 rBV 762833 1238000 19.28% 4._.508%
13 18.356 2560 2564 2574 rBV 87689 162729 2.53% 0.593%
14 19.620 2775 2779 2787 rBV2 95142 165559 2.58% 0.603%
15 20.084 2852 2858 2868 rBV 4865592 6422606 100.00% 23.387%

16 21.764 3138 3144 3156 rVB2 858324 1463612 22.79% 5.329%
17 25.060 3694 3705 3716 rBV 508844 1450633 22.59% 5.282%

Sum of corrected areas: 27462822
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031344.D

Aca On - 2 Dec 2017 8:14

Operator : SJ/JU

Sample : 16653-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031344.D
4000000
3000000
2000000
7.66 8.45
1000000 9.30
5.69
7.29 8.13 10.94
- 1= - - - - - —_—
Time-->  3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG031344.D
2d.08
4000000
3000000
13.37
2000000 16.24
1000000 17.49 21.76
14.75
. 6.43 18.36 1962 JI
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: BG031344.D
4000000
3000000
2000000
1000000
25.06
O B e e e T e e 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\BG120117\
Data File : BG031344.D

Aca On : 2 Dec 2017 8:14

Operator : SJ/JU

Sample : 16653-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 1 unknown7.66 Concentration Rank 2

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

7.66 93.03 ng 1986440 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (7.657 min): BG031344.D (-736) (-) m/z 132.00 100.00%
132
5000 68 /\_
40 54 7 a7 T 106115 740 7.60 7.80 8.00
o} B R R m/z 68.00 39.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 UL UL S I
o7 7.40 7.60 7.80 8.00
. 117 m/z 134.00 31.71%
0 |....|.... ....|.8.8..|1.0.6..|... T
m/z--> 20 60 80 100 120 140 160 180
Abundance
57 132
74 740 7.60 7.80 8.00
5000 gg 116 m/z 66.00 25.57%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- o R S Emama n
132 740 7.60 7.80 8.00

m/z 69.10 15.46%

117
5000
a0 91
27 7 51 65 77 ‘ 105 ‘
| \‘\ M L \ ‘\ m ‘
o} S R RS S P N Y

m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031344.D

Aca On : 2 Dec 2017 8:14

Operator : SJ/JU

Sample : 16653-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.63 ng 162729 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2565 (18.362 min): BG031344.D (-2560) (-) m/z 73.00 100.00%
43 73
5
5000

18.00 18.20 18.40 18.60

o] m/z 43.05 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LA L L L L L B
18.00 18.20 18.40 18.60
m/z 60.00 87.83%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
18.00 18.20 18.40 18.60
5000 - 129 m/z 57.05 74.87%
87 15 ah 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid L o B e o
60 18.00 18.20 18.40 18.60
m/z 55.00 69.79%
5000 43
29 12994
101115
0 ..1.5,.\.‘..\,\.‘..”.\ A h\\ T u \.??,7.17.1.,.\... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031344.D

Aca On : 2 Dec 2017 8:14

Operator : SJ/JU

Sample : 16653-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.67 ng 165559 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2779 (19.620 min): BG031344.D (-2775) (-) m/z 43.05 100.00%
87
5000 WLMA
"' 10.40 1960 19.80 20.00
0 m/z 73.00 94 .82%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 R SN SN BN BN
19.40 19.60 19.80 20.00
‘ 97 185 o B4 m/z 55.00 79.99%
ol15 & o “157.‘.L. 22, | 265 w. I
m/z--> 50 100 150 200 250 300 350
Abundance
60
Al "' 10.40 1960 19.80 20.00
5000 129 m/z 60.00 71.13%
83
101 157 185 213 256
L L A L WL (L WL
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid R e
3,73 19.40 19.60 19.80 20.00
m/z 57.05 69.17%
5000 129 ”NhﬁwmwwvaJ\\hmhﬂWArmﬁm
97 199 242
157
0.15.1‘. Illlullmlm I‘\\\Iul -M‘- I!]'EFQILI\ZIZ:? .{l.. — ———— e = S
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031344.D

Acq On : 2 Dec 2017 8:14

Operator : SJ/JU

Sample - 16653-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .66 7.66 93.0 ng 1986440 1 8.13 427036 20.0
n-Hexadecanoic acid 18.36 2.6 ng 162729 4 17.49 1238000 20.0
Octadecanoic acid 19.62 2.7 ng 165559 4 17.49 1238000 20.0
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