LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017858.D

Aca On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample : J6134-03

Misc :

ALS Vial : 8 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 M\METHODS\8270-BM111218 .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

5.210 372 378 393 rBV 1630335 2395976 24.07% 4.249%
6.769 636 643 659 rBv 967617 1670638 16.78% 2.963%
rBvV 3245581 5091828 51.15% 9.030%
7.581 775 781 790 rBV 857598 1320242 13.26% 2.341%
7.898 827 835 846 rBV 2940881 4574464 45.95% 8.113%
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8.740 970 978 1002 rBV 2350456 3979579 39.98% 7.058%
10.351 1245 1252 1274 rVB 996728 1849024 18.57% 3.279%
12.845 1668 1676 1697 rBV 5767629 8941901 89.82% 15.859%
14.227 1905 1911 1926 rBV2 1415499 2367042 23.78% 4.198%
15.733 2160 2167 2178 rBV 4389154 6501279 65.31% 11.530%

=
QO ~NO®

11 16.986 2373 2380 2396 rBV2 1678188 2569651 25.81% 4_557%
12 17.892 2529 2534 2544 rBV 257278 412420 4.14% 0.731%
13 19.186 2749 2754 2760 rBvV2 216722 304131 3.06% 0.539%
14 19.633 2824 2830 2844 rBV 8006482 9954874 100.00% 17.655%
15 20.921 3045 3049 3055 rBv4 73614 125146 1.26% 0.222%

16 21.192 3089 3095 3110 rBV 1601158 2275260 22.86% 4._.035%
17 23.374 3459 3466 3477 rVB 1068681 2051756 20.61% 3.639%

Sum of corrected areas: 56385211
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM120218\
Data File : BM017858.D

Aca On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample : J6134-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM111218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance : .
8000000 TIC: BM017858.D

6000000

4000000
7.12

8.74
2000000 5.21

A 6.77 7.58 10.35

L

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance : .
8000000 TIC: BM017858.D

19.63

6000000 12.85
15.73

4000000

2000000
14.23 16.99

17.89 19.19
e e R L e SRR S e

Time--> 12.00 12,50 13.00 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

Abundance : .
8000000 TIC: BM017858.D

6000000

4000000

2000000 21.19

23.37

20.92
N ———

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017858.D

Aca On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample : J6134-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.12 Concentration Rank 1

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

7.12 77.13 ng 5091830 1,4-Dichlorobenzene-d4 7.58
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 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 703 (7.122 min): BM017858.D (-694) (-) m/z 132.00 100.00%
132
5000 68
40 % J 680 7.00 7.20 7.40
54 . . . .
o g8 leur 207 h77 68.10  41.84%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B S U LR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.02%
0 2
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40
5000 m/z 66.10 28.27%
33 a4 . 105
0|||‘|||‘|H‘|6k(‘)l|‘||$i()||||‘ll“|]|-1|5|||‘|||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl P
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.15%
5000 98 116
o b Lo Ll ‘L A 158 189
L FLELELE SRR SRS UCRLALELS UL DAL BARLELELA SARLLELN UARL I S R LR
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017858.D

Aca On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample : J6134-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.
17.89 3.21 ng 412420 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 41
Abundance Scan 2534 (17.892 min): BM017858.D (-2529) (-) m/z 73.05 100.00%
7B
5000 129 _AMNAA~_V~U~j\\N“*wﬂNNMWNN
97 213 e
15 1 143197171185 199 | 227 256 o) 17.60 17.80 18.00 18.20
0! m/z 43.05 81.34%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
5000{ 29 256 R B SRR SRR RO
17. 60 17. 80 18. 00 18 20
21 m/z 60.00 77.88%
i 143157171185 o
m/z--> ﬁdllﬁb" 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78
43 g1 '17.60 17.80 18.00 18.20
5000 129 m/z 41.05 72.60%
29 185 228
115
01 143157171
o B P 1 T m BTN Nt Lt J.Eg??}?.lu. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid A AnaE e e
43 78 17.60 17.80 18.00 18.20
m/z 55.10 63.79%
51
5000 - e
H T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017858.D

Aca On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample : J6134-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.67 ng 304131 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2755 (19.192 min): BM017858.D (-2749) (-) m/z 73.00 100.00%
5000 WLJM
18:80 19.00 19,20 19.40 19.60
0 m/z 43.10 87.70%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 LIRS AR B B
18.80 19.00 19.20 19.40 19.60
9 185 oa 284 m/z 41.05  79.90%
o 15 " .l15.7 | | 2].'3 L I 265 \
m/z--> 50 100 150 260 250 360 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
ile]
73 18:80 19.00 19,20 19.40 19.60
5000 284 m/z 60.00 78.58%
129
97
185
oLl M, b s 1 28 laes | au am
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid e BEme R SR SE RS
43 | 73 18.80 19.00 19.20 19.40 19.60
m/z 55.10 77 .86%
5000
129 242
‘ % ‘ 171 199
0..‘.‘&“‘ .‘mu'i‘ltu“tu‘..‘1|53..‘.‘.‘.2.2‘}.‘ T e e et
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120218\
Data File : BM017858.D

Acq On : 01 Dec 2018 15:57

Operator : JU/SJ

Sample - J6134-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .12 7.12 77.1 ng 5091830 1 7.58 1320240 20.0
n-Hexadecanoic acid 17.89 3.2 ng 412420 4 16.99 2569650 20.0
Octadecanoic acid 19.19 2.7 ng 304131 5 21.19 2275260 20.0
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