LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032165.D

Aca On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample : J1189-08

Misc :

ALS Vial : 16 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-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 heiaht area % max. total

6.170 483 490 499 rBvV 326392 564063 11.09% 3.166%
7.844 768 775 787 rVB2 208573 394896 7.77% 2.217%
rBv 585378 1111876 21.87% 6.241%
8.743 921 928 939 rBv2 123733 230662 4._.54% 1.295%
9.078 977 985 998 rBV 598407 1114917 21.93% 6.258%
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9.942 1124 1132 1140 rBV 409439 773349 15.21% 4.341%
11.622 1409 1418 1431 rBV 155436 316193 6.22% 1.775%
14.008 1815 1824 1832 rBV 1473587 2405763 47.31% 13.505%
14.801 1953 1959 1964 rBV 42588 61009 1.20% 0.342%
15.377 2051 2057 2064 rBV2 281977 465933 9.16% 2.615%

=
QO ~NO®

11 16.851 2301 2308 2316 rBV 1375554 2194379 43.15% 12.318%
12 18.115 2514 2523 2535 rBV 452833 730506 14.37% 4.101%
13 18.925 2657 2661 2670 rBV3 51938 81227 1.60% 0.456%
14 20.653 2947 2955 2968 rBV 3547788 5084969 100.00% 28.544%
15 21.986 3177 3182 3189 rBV2 74811 117336 2.31% 0.659%

16 22.451 3253 3261 3271 rVB2 564852 1080542 21.25% 6.066%
17 26.152 3877 3891 3904 rBV2 338610 1086876 21.37% 6.101%

Sum of corrected areas: 17814496
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032165.D

Aca On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample : J1189-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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: BG032165.D
3500000

3000000
2500000
2000000
1500000

1000000

8.26 9.08
500000 9.94
6.17 7.84
8.74 11.62
O L e e o e L e LA o e
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG032165.D
3500000 20.65

3000000
2500000
2000000
1500000 14.01 16.85

1000000

22.45

18.11
500000 15.38
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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: BG032165.D
3500000

3000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032165.D

Aca On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample : J1189-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.26 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.26 96.41 ng 1111880 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 846 (8.261 min): BG032165.D (-835) (-) m/z 132.00 100.00%
5000
68
9% R R R s )
40 54 7 87 5115 8.00 8.20 8.40 8.60
ol e — m/z 134.00 33.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS L L L L L L LB L L IR B
8.00 8.20 8.40 8.60
0
s 51 78 m/z 68.10 32.60%
0 ‘ b1 H Moy . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
e e e S R
8.00 8.20 8.40 8.60
5000 m/z 66.10 23.71%
33 44 o 105
€ 80 115
O T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S
57 132 8.00 8.20 8.40 8.60
24 m/z 69.10 15.92%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032165.D

Aca On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample : J1189-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.93 2.22 ng 81227 Phenanthrene-d10 18.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 6H-Indolol3.2.1-dell1.5Tnaphthvr... 256 C15H16N202 050630-67-6 59
3 Undecanoic acid 186 C11H2202 000112-37-8 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2662 (18.931 min): BG032165.D (-2657) (-) m/z 73.00 100.00%
43 B
57 213
5000

18.60 18.80 19.00 19.20

0 m/z 43.05 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129 LA L L L L L LN LB |

18.60 18.80 19.00 19.20

m/z 41.05 82.03%
213
143 157171185 199
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
213
BRI S B R S
256 18.60 18.80 19.00 19.20
5000 184 m/z 55.10 66.69%
200
171 239
o MRS M| MO /M BN |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid R e
M 60 7 18.60 18.80 19.00 19.20
m/z 57.10 65.31%
5000
2 129143
101115 157 186
0!
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\BG011918\
Data File : BG032165.D

Aca On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample : J1189-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 E-15-Heptadecenal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.99 2.17 ng 117336 Chrysene-di12 22 .44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 5-Eicosene. (BE)- 280 C20H40 074685-30-6 95
3 n-Heptadecanol-1 256 C17H360 001454-85-9 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3183 (21.992 min): BG032165.D (-3177) (-) m/z 57.10 100.00%
g7 197
5000
281 549 21.60 21.80 22.00 22.20 22.40
Oyl m/z 83.00 95.78%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal
48
83
5000
1 21.60 21.80 22.00 22.20 22.40
m/z 55.00 93.02%
0 | ‘H\ | ‘L 139168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 21,60 21.80 22.00 22.20 22.40
5000 m/z 97.05 88.00%
111
o 2z 139167196223252280
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107662: n-Heptadecanol-1
55 83 21.60 21.80 22.00 22.20 22.40
m/z 43.05 83.56%
5000 11
N f 1139163 210238
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21'60 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011918\
Data File : BG032165.D

Acq On : 19 Jan 2018 23:29

Operator : SJ/JU

Sample - J1189-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
unknown8.26 8.26 96.4 ng 1111880 1 8.74 230662 20.0
n-Hexadecanoic acid 18.93 2.2 ng 81227 4 18.11 730506 20.0
E-15-Heptadecenal 21.99 2.2 ng 117336 5 22.44 1080540 20.0
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