LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA G\METHODS\8270-BG012918.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 3.377 8 15 21 rBv4 19452 54517 1.86% 0.494%
2 3.465 24 30 42 rVB3 59433 116138 3.96% 1.053%
3 6.156 481 488 498 rBV 110909 226669 7.73% 2.056%
4 7.836 767 774 789 rBV 68855 159606 5.44% 1.447%
5 8.230 833 841 852 rBV 252537 502478 17.14% 4 _557%

8.712 916 923 934 rBV2 84507 163592 5.58% 1.484%
9.047 972 980 997 rBV 406644 774297 26.41% 7.022%
9.910 1119 1127 1143 rBV 272775 539870 18.41% 4 _.896%
11.591 1405 1413 1425 rBV 112883 228300 7.79% 2.070%
13.970 1811 1818 1835 rBV 1071061 1791850 61.11% 16.249%

=
QO ~NO®

11 15.345 2041 2052 2063 rBvV2 225739 378852 12.92% 3.436%
12 16.820 2296 2303 2318 rBV 647218 1072428 36.58% 9.725%
13 18.077 2511 2517 2528 rBV 316044 507196 17.30% 4 _.600%
14 18.894 2652 2656 2665 rBV3 50180 81517 2.78% 0.739%
15 20.139 2861 2868 2881 rBv4 63403 120224 4._.10% 1.090%

16 20.615 2943 2949 2960 rBV 2115303 2932128 100.00% 26.590%
17 22.407 3247 3254 3262 rVB 375962 681826 23.25% 6.183%
18 26.085 3868 3880 3892 rBvV2 216617 695677 23.73% 6.309%

Sum of corrected areas: 11027165
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG012918.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: BG032465.D
2000000

1500000
1000000

500000 9.05
8.23 9.91
33%%6 6.16 7.84 8.71 11.59

L L

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG032465.D

2000000

2062

1500000

13.97
1000000

16.82

500000 22 41
18.08
15.35
18.89 20.14
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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: BG032465.D

2000000

1500000

1000000

500000
26.09
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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\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.38 6.67 ng 54517 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 86
2 Cvclohexane 84 C6H12 000110-82-7 81
3 Cvclopropane. l-ethvl-2-methvl-.... 84 C6H12 019781-68-1 59
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 43
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 42

Abundance Scan 16 (3.383 min): BG032465.D (-8) (-) m/z 56.00 100.00%
56 84
5000 41
69
i
77 119 3.40 3.50 3.60 3.70 3.80
...,....,....,....!I'..‘.‘%s'! et e et | M/Z 84.10 87.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 3.40 3.50 3.60 3.70 3.80
15 m/z 55.00 52.40%
'”l“hw"wl“'w't“VA"f?“l“??w'“l“"w'“l'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
%6 84
3.40 3.50 3.60 3.70 3.80
5000 41 m/z 41.00 42_.76%
69
27
15 49 63 77
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1522: Cyclopropane, 1-ethyl-2-methyl-, cis-
4 5 3.40 3.50 3.60 3.70 3.80
m/z 39.00 37.01%
5000 27 69
84
sl
"'I""'I"l'l"'ll""i"l"I""'I""I""I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 14.20 ng 116138 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Butanoic acid. 2-hvdroxyv-2-methyvy... 132 C6H1203 032793-34-3 32
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (3.459 min): BG032465.D (-24) (-) m/z 73.10 100.00%
3 T
50001 43
‘ ‘ 3.40 3.50 3.60 3.70 3.80 3.90
J,....,....,....,....,....,....,....,....,...4.9?. m/z 43.00 41.82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80 3.90
m/z 87.10 31.97%
FW'MWV"N"'N"'w"'w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
3.40 3.50 3.60 3.70 3.80 3.90
5000 41 m/z 55.10 30.49%
T ,,?T,??QI UL PN DALY U DAL SR SALL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester
78 3.40 3.50 3.60 3.70 3.80 3.90
43 m/z 41.10 14.99%
5000
103
mz-> 50 100 150 200 250 300 350 400 450 3.40 3.503.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown8.23 Concentration Rank 2

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

8.23 61.43 ng 502478 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 841 (8.230 min): BG032465.D (-833) (-) m/z 132.00 100.00%
132 ﬂ
5000
68
40 54 . 96 o6 780 800 820 840 8.60
e B m/z 134.00 34.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.80 8.00 8.20 8.40 8.60
m/z 68.10 32.47%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
7.80 8.00 8.0 8.40 8.60
5000 m/z 66.00 25.14%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.80 8.00 8.20 8.40 8.60
24 m/z 69.10 15.72%
5000 98 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.89 3.21 ng 81517 Phenanthrene-d10 18.08
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 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 2655 (18.888 min): BG032465.D (-2652) (-) m/z 43.05 100.00%
60 73
129
5000
157 213 256
| | |102 | ‘ | | 199 | 227 ‘ 18.60 18.80 19.00 19.20
o ozt L L L L L L wsz 41.10 . 98.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

18.60 18.80 19.00 19.20

m/z 55.05 94 _.51%
213
‘J‘H' 143 157171185 199
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 60.00 88.67%
29 g7 115 171
185 214
15 101 143157 198
I o N A o o o e e E RAnannaans e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 18.60 18.80 19.00 19.20
m/z 72.95 85.98%
5000 129
29
199
L‘u' 143 157171185 242
15
m/z--> 20 40 60 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\BG013118\
Data File : BG032465.D

Aca On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.14 4.74 ng 120224 Phenanthrene-d10 18.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 2868 (20.139 min): BG032465.D (-2861) (-) m/z 55.05 100.00%
5000
19.80 20.00 20.20 20.40
m/z 43.00 97 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
8 7
5000 129 AR BARRE
19.80 20.00 20.20 20.40
‘ 97 185 a1 m/z 73.10 91.32%
|15| “. \I‘\ I gl ‘M. u ‘.‘ 15“7) .“. \|2|13| L .‘ 2|6|5 .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
73
120 19.80 20.00 20.20 20.40
5000 m/z 60.00 87 .33%
43
101 172
m/z--> o 'éoll ' 160" "150" "200" ' ééoll ' 500" "3éo
Abundance #95855: Pentadecanoic acid
43 7B 19.80 20.00 20.20 20.40
m/z 41.00 81.23%
5000 129
97 199 242
I
‘I\\III‘ILI“‘\IHI e ‘: |‘1§¢)|||‘|| ——— T L ot o B
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG013118\
Data File : BG032465.D

Acq On : 31 Jan 2018 14:51

Operator : SJ/JU

Sample : J1364-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_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]
1-Pentene, 2-methyl- 3.38 6.7 ng 54517 1 8.71 163592 20.0
Butane, 2-methoxy... 3.46 14.2 ng 116138 1 8.71 163592 20.0
unknown8.23 8.23 61.4 ng 502478 1 8.71 163592 20.0
n-Hexadecanoic acid 18.89 3.2 ng 81517 4 18.08 507196 20.0
Octadecanoic acid 20.14 4.7 ng 120224 4 18.08 507196 20.0
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