LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035419.D

Aca On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample : J3665-03

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.165 313 319 326 rBV 82363 125358 3.29% 0.629%
5.629 390 398 411 rBV 918404 1471640 38.63% 7.380%
rBv 954189 1719949 45.15% 8.626%
7.585 723 731 745 rBV 928651 1568916 41.18% 7.868%
8.055 802 811 819 rBv2 177466 310685 8.16% 1.558%
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8.372 858 865 873 rBvV 619842 1054801 27.69% 5.290%
9.212 999 1008 1017 rBV 552197 1012124 26.57% 5.076%
10.857 1277 1288 1295 rBV 222062 410043 10.76% 2.056%
13.295 1696 1703 1716 rBV 1462607 2252590 59.13% 11.297%
14.117 1837 1843 1850 rBV 265954 368405 9.67% 1.848%

=
QO ~NO®

11 14.670 1928 1937 1949 rBV2 390485 627446 16.47% 3.147%
12 16.156 2182 2190 2199 rBV 1427847 2214545 58.13% 11.106%
13 17.413 2395 2404 2411 rBV 571658 862046 22.63% 4.323%
14 18.294 2548 2554 2561 rBV2 105949 159108 4.18% 0.798%
15 19.563 2765 2770 2779 rBV 52891 78057 2.05% 0.391%

16 20.021 2840 2848 2854 rBV 2933868 3809494 100.00% 19.105%
17 21.678 3123 3130 3141 rVB2 596186 983219 25.81% 4_.931%
18 24.891 3666 3677 3689 rBv2 313898 911415 23.92% 4.571%

Sum of corrected areas: 19939841
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035419.D

Aca On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample : J3665-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035419.D
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1000000 5.63 7.21 7,59

500000
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Time--> 3.50 4.00 4.50 5.00 5.50 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG035419.D
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15000001 13.30 16.16
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17.41 21.68

500000
14.12
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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: BG035419.D
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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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035419.D

Aca On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample : J3665-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 8.07 ng 125358 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 318 (5.159 min): BG035419.D (-313) (-) m/z 43.15 100.00%
431
5000
101.2 IS NSRS
4.80 5.00 5.20 5.40
e 23322069 403 0 "m/z 59.15  67.18%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R L IR I

480 5.00 5.20 5.40
m/z 101.15  25.29%

101.0

|

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

43.0

4.80 500 520 5.40
5000 m/z 58.15 19.63%
101.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #4092: Formamide, N,N-diethyl-
30.0 101.0 4.80 5.00 520 5.40
m/z 41.15 9.61%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035419.D

Aca On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample : J3665-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 101.00 ng 1568920 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 732 (7.591 min): BG035419.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 %2 7.20 7.40 7.60 7.80 8.00
1541 . . . ) .
Hel e 1928 m/z 68.15 47.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R RS RS R
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.15 32.30%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.62%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B REmaa e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.22%
74.0
5000 98.0 116.0
— ...k‘,m..‘M,..ﬂ .,MM wﬁ,..“‘. 1580 ...,%ggp., S SN 1 G ——
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

8270-BG060718.M Wed Jun 27 17:17:45 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035419.D

Aca On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample : J3665-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 3.69 ng 159108 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2553 (18.288 min): BG035419.D (-2548) (-) m/z 73.15 100.00%
74.2
5000 41.3
o72 122 213.3

157.2 1853 256.4 18.00 18.20 18.40 18.60

m/z 60.15 65.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

83.0 18.00 18.20 18.40 18.60
A

157.0 1850 2130 256.0 m/z 57.25  60.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 55.15 56.65%
97.0 199.0
157.0 242.0
15.0 177.0
L L i B R e R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 41.25 50.06%
43.0
5000
129.0
157.0 200.0
s
L 1 ) Y VI N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062618\
Data File : BG035419.D

Acq On : 26 Jun 2018 20:51

Operator : JU/SJ

Sample - J3665-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
2-Pentanone, 4-hy... 5.16 8.1 ng 125358 1 8.06 310685 20.0
unknown? .59 7.59 101.0 ng 1568920 1 8.06 310685 20.0
n-Hexadecanoic acid 18.29 3.7 ng 159108 4 17.41 862046 20.0
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