LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 25 31 46 rvB 330696 540641 15.35% 3.239%
2 6.160 482 489 502 rBY 575914 989440 28.09% 5.927%
3 7.841 766 775 787 rBVY 556103 1073290 30.47% 6.429%
4 8.240 835 843 853 rBY 614234 1114778 31.65% 6.678%
5 8.722 919 925 935 rVB 122238 225258 6.40% 1.349%

9.063 973 983 996 rVB 481878 895123 25.41% 5.362%
9.921 1119 1129 1138 rBV 344579 652131 18.52% 3.906%
11.607 1408 1416 1429 rVB 153106 297832 8.46% 1.784%
1813 1821 1829 rBV 1127260 1752414 49.75% 10.497%
14.785 1948 1957 1964 rBV 160430 257648 7.32% 1.543%
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11 15.361 2048 2055 2067 rVB2 272605 477069 13.54% 2.858%
12 16.836 2299 2306 2314 rBV 1141388 1811101 51.42% 10.849%
13 18.093 2512 2520 2532 rBV2 445969 709537 20.15% 4_.250%
14 18.910 2654 2659 2665 rBV3 83504 118490 3.36% 0.710%
15 20.150 2865 2870 2876 rBV5 25285 40985 1.16% 0.246%

16 20.632 2945 2952 2959 rBV 2635022 3522116 100.00% 21.098%
17 21.959 3173 3178 3186 rBv2 103237 167522 4.76% 1.004%

18 22.424 3248 3257 3266 rBv2 550088 1019152 28.94% 6.105%
19 26.107 3871 3884 3898 rBv2 320158 1029200 29.22% 6.165%

Sum of corrected areas: 16693727
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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: BG032258.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 48_.00 ng 540641 1,4-Dichlorobenzene-d4 8.72
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 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 16

Abundance Scan 31 (3.469 min): BG032258.D (-25) (-) m/z 73.10 100.00%
7B
5000 s
43
55 87
3711, 49 | &7 3.40 3.50 3.60 3.70 3.80 3.90
Obr ot b 49 S e e M7z 43.00  36.19%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 3.403.50 3.60 3.70 3.80 3.90
07 87 m/z 87.10 30.06%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.40 3.50 3.60 3.70 3.80 3.90
5000 a1 55 m/z 55.10 24 _.81%
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 3.40 3.50 3.60 3.70 3.80 3.90
m/z 41.10 13.07%
5000
45
29
o 39| S 67 101 - | ¥
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.50 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 : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 unknown8.24 Concentration Rank 1

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

8.24 98.98 ng 1114780 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 843 (8.240 min): BG032258.D (-835) (-) m/z 132.00 100.00%
32
5000
68
96 P SARPE SARNE RARDE AL
40 54 g2 75 104 8.00 8.20 8.40 8.60
o I S ./ AN N < - S | R m/z 68.10 32.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 BARAE RARRE AR R A
a1 o7 8.00 8.20 8.40 8.60
53 - 117 m/z 134.00 32.46%
0 34 “‘ ‘\ L 61\“\‘ L1l 89 L, 103 110 124 ||
miz--> % 4 % 8 7 8 90 100 1o 130 130 140
Abundance
132
69 o "800 8.20 8.40 8.60
5000 m/z 66.10 24 _01%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132 8.00 8.20 8.40 8.60
m/z 69.10 15.30%
5000
3B 44 0 g7 105
0....,ﬂ..w....?%.”iQ...l..7?,.??,...L,.JJ. }}EI""I T BN LR L IR
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.91 3.34 ng 118490 Phenanthrene-d10 18.09
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 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 35
Abundance Scan 2659 (18.910 min): BG032258.D (-2654) (-) m/z 73.00 100.00%
43 73
60
129
5000 213
157171 256
18.60 18.80 19.00 19.20
(o} m/z 43.05 86.47%
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
18.60 18.80 19.00 19.20
m/z 60.00 77 .52%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.60 18.80 19.00 19.20
5000 129 m/z 55.05 69.60%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 18.60 18.80 19.00 19.20
60 m/z 41.05 66.66%
5000 43 129
185
0...|....|....|.. “W..:h‘ \‘ ”\” ‘”:ILIS\7”‘” ...1.9‘9.... ....|....|.
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012418\
Data File : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.96 3.29 ng 167522 Chrysene-di12 22.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 3178 (21.959 min): BG032258.D (-3173) (-) m/z 43.10 100.00%

83

5000

21.60 21.80 22.00 22.20

0 m/z 55.05 93.36%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111
21.60 21.80 22.00 22.20
m/z 57.10 88.89%
29 139
o L Ly 2P 167 196 233 266 204
- T T I T T T T T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
21.60 21.80 22.00 22.20
5000 11 m/z 83.10 88.14%
29 139
0 167 196 224 252 280 308
——ep e g e e
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
7 21.60 21.80 22.00 22.20
97 m/z 69.05 84 .58%
5000
29 125
0 79 | | | 154 19 224 251269 320
- T T I T T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350 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 : BG032258.D

Acq On : 24 Jan 2018 13:24

Operator : SJ/JU

Sample - J1266-05

Misc :

ALS Vial : 3 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 48.0 ng 540641 1 8.72 225258 20.0
unknown8.24 8.24 99.0 ng 1114780 1 8.72 225258 20.0
n-Hexadecanoic acid 18.91 3.3 ng 118490 4 18.09 709537 20.0
1-Heneicosanol 21.96 3.3 ng 167522 5 22.42 1019150 20.0
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