LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027797.D

Acq On 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 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-BG062817 .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

5.607 286 292 301 rBV2 35301 56588 1.97% 0.455%
6.053 361 368 378 rBV 251658 435695 15.18% 3.504%
rBv 159105 293335 10.22% 2.359%
8.010 693 701 711 rBV 478560 863716 30.09% 6.945%
8.480 772 781 790 rVB 101042 188999 6.58% 1.520%
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8.803 828 836 845 rVB 397407 719507 25.07% 5.786%
9.643 971 979 993 rBV 352415 677413 23.60% 5.447%
11.294 1252 1260 1269 rBV 166534 314826 10.97% 2.532%
13.685 1660 1667 1679 rBV 1177989 1883273 65.61% 15.144%
14.978 1880 1887 1895 rBV2 91237 248868 8.67% 2.001%

=
QO ~NO®

11 15.066 1895 1902 1911 rVB2 297470 546420 19.04% 4_.394%
12 16.547 2147 2154 2168 rBV 823817 1345391 46.87% 10.819%
13 17.810 2362 2369 2378 rBV 374584 627583 21.87% 5.047%
14 20.389 2802 2808 2815 rBV 2203475 2870204 100.00% 23.080%
15 22.176 3104 3112 3123 rBV 362569 686135 23.91% 5.517%

16 25.789 3712 3727 3741 rBV2 199099 677788 23.61% 5.450%

Sum of corrected areas: 12435741
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70117\
Data File : BG027797.D

Acq On > 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027797.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027797.D

Acq On : 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.61 5.99 ng 56588 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 36
3 3-0Octanol 130 C8H180 000589-98-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 293 (5.613 min): BG027797.D (-286) (-) m/z 43.10 100.00%
43
59
5000
101 IR LA RS B
51 | 83 | 520 5.40 5.60 5.80 6.00
R R o B R e m/z 59.10 53.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRS LS LRSS S
520 5.40 5.60 5.80 6.00
59 101 m/z 101.10 16.96%
21 36 | 51 ‘ 67 7683 91 |
miz> b 2% B 4 B0 60 7 8 6 160 110 130 150
Abundance
59
520 540 560 580 6.00
5000 m/z 58.10 12.48%
27 41
0 88 101
15 51 91 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
59 520 5.40 5.60 5.80 6.00
m/z 41.10 6.31%
5000 29 41 83
101
| ‘ ‘\\ 51 ‘\‘ 69 91 ‘ 112 129
m/z--> 10 20 30 4'0 50 60 7'0 8IO 90 100 110 120 130 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027797.D

Acq On : 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 unknown8.01 Concentration Rank 1

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

8.01 91.40 ng 863716 1,4-Dichlorobenzene-d4 8.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 701 (8.010 min): BG027797.D (-693) (-) m/z 132.10 100.00%
5000 68
96 SR UL SR
40 54 78 | 106 7.60 7.80 8.00 8.20 8.40
AN N - A | N m/z 68.10 42.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LA L U
760 7.80 8.00 8.20 8.40
m/z 134.10 32.24%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 28.39%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl A
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 17.91%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. A\NRNN A G
m/z--> 20 40 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027797.D

Acq On : 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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,N-Dimethyloctylamine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 9.11 ng 248868 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 78
2 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 78
3 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 72
4 n-Octyl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 72
5 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 72
Abundance Scan 1887 (14.978 min): BG027797.D (-1880) (-) m/z 58.10 100.00%
58
5000 \
e e
14.60 14.80 15.00 15.20
41
e S A0 114 128 28 Tm/z 41.10  4.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29184: N,N-Dimethyloctylamine
58
5000 DUUABUUNERA AR RRRRS
14.60 14.80 15.00 15.20
m/z 43.10 3.75%
15 29 42 | 71 84 114 157
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
- |
A A
14.60 14.80 15.00 15.20
5000 m/z 44.10 3.70%
15 29 41 69 84 098 114 128 142 184 198 213
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60560: 1-Undecanamine, N,N-dimethyl- PR
58 14.60 14.80 15.00 15.20
m/z 59.10 3.63%
5000
29 41 | 69 84 100 114 128140 154 170 184 199
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027797.D

Acq On 2 Jul 2017 00:01

Operator : SJ/JU

Sample - 14004-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.61 6.0 ng 56588 1 8.47 188999 20.0
unknown8.01 8.01 91.4 ng 863716 1 8.47 188999 20.0
N,N-Dimethyloctyl... 14.98 9.1 ng 248868 3 15.07 546420 20.0
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