LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019153.D

Aca On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 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-BM031119.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 5.257 380 386 404 rBVY 4902535 7130702 38.98% 7.408%
2 6.845 648 656 676 rBY 5037289 8744001 47.80% 9.084%
3 7.192 708 715 735 rBVY 5152727 8157982 44.60% 8.476%
4 7.657 788 794 802 rBV 851597 1317078 7.20% 1.368%
5 7.975 840 848 867 rVB 3443698 5435013 29.71% 5.647%

8.828 985 993 1013 rBV 2829644 4733629 25.88% 4.918%
10.445 1260 1268 1286 rBY 1042270 1882124 10.29%% 1.955%
12.927 1682 1690 1708 rBV 7892140 11452327 62.61% 11.898%
13.780 1829 1835 1851 rBV 487592 769707 4.21% 0.800%
14.310 1918 1925 1941 rBV2 1838806 2915420 15.94% 3.029%

=
QO ~NO®

11 15.815 2174 2181 2199 rBV 7878129 11378037 62.20% 11.821%
12 17.068 2387 2394 2410 rBV 2485693 3740939 20.45% 3.887%
13 17.956 2539 2545 2557 rBV 349294 604062 3.30% 0.628%
14 19.703 2836 2842 2857 rBV 14738898 18292847 100.00% 19.005%
15 20.962 3052 3056 3067 rBV 891438 1116620 6.10% 1.160%

16 21.262 3102 3107 3118 rBV 3083829 4161911 22.75% 4.324%
17 21.833 3200 3204 3206 rBV 171337 230767 1.26% 0.240%
18 22.291 3278 3282 3286 rBV 203853 244768 1.34% 0.254%
19 22.791 3363 3367 3372 rVB 206956 292993 1.60% 0.304%
20 23.350 3459 3462 3468 rVB 176636 263807 1.44% 0.274%

21 23.503 3481 3488 3501 rVB 1742180 3387938 18.52% 3.520%

Sum of corrected areas: 96252672
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019153.D

Aca On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019153.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019153.D

Aca On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.19 Concentration Rank 1

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

7.19 123.88 ng 8157980 1,4-Dichlorobenzene-d4 7.66
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 715 (7.192 min): BM019153.D (-708) (-) m/z 132.00 100.00%
32
5000 68
6 T[rrrr|rrrrprrrr|yrrrrjy|rr
40 _ 54 75 104 6.80 7.00 7.20 7.40 7.60
R . ‘,3?...|,..':~.,..?‘.7,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.10 50.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T
6.80 7.00 7.20 7.40 7.60
31 78 m/z 134.00 32.67%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.99%
33 a4 97 105
0 |50 e | | us |
s 1 % % A w8 % 10 110 135 1% 1%
Abundance #2744: 2-Cyclohexen-1-one R o L
68 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.30%
5000
96
0 18 %7 H\ o 81
m/z--> 10 20 30 Jo 50 60 fo 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BM031119.M Thu Mar 14 17:46:22 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019153.D

Aca On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.96 3.23 ng 604062 Phenanthrene-d10 17.07
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 64
3 Ether. dodecvl isopropvl 228 C15H320 029379-42-8 20
4 Tridecane 184 C13H28 000629-50-5 18
5 Hexadecane 226 C16H34 000544-76-3 18
Abundance Scan 2546 (17.962 min): BM019153.D (-2539) (-) m/z 73.00 100.00%
43
5000
213 B RAREEEREE
143157171185, o 256 17.60 17.80 18.00 18.20
| 281
Ot e m/z 60.00 71.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 73
57
5000 29 256 L D DL PR N
ﬂmﬂmmmmm
u m/z 43.05 58.56%
0
6

21
l‘ i ‘J[( 143157171185199
RARRRERE pas
m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_r

43 57 17.60 17.80 18.00 18.20
5000 m/z 55.05 54 _06%

129
29 115 171 214
1
0 ..1.5,.‘:‘..H.‘..\‘l“‘.J\.. Mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance B B L B

#75207: Ether, dodecyl isopropy!
43 57 83 17.60 17.80 18.00 18.20

m/z 57.10 51.12%

185199 A : J i"v\nr'_'__.':,\'_l_'f\_h‘::;::

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

97
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8270-BM031119.M Thu Mar 14 17:46:23 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019153.D

Aca On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 5.37 ng 1116620 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3056 (20.962 min): BM019153.D (-3052) (-) m/z 57.10 100.00%
57
5000 11
139 20.60 20.80 21.00 21.20
I l I8 106 220 252 280 35 429 | oCen 10 o6 68%
m/z--> 50 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 UL
20.60 20.80 21.00 21.20
29 111 m/z 69.05 93.87%
(] \ l 139 168 1
e R "JI”"I""I”"I""I”"
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)-
55
83 IIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 m/z 55.10 82.71%
29
111
o J l 139 168 196 224 252
m/z--> 50 160 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 20.60 20.80 21.00 21.20
m/z 43.05 81.08%
69
5000 97
125
o L2 sa0s a2
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO031319\
Data File : BM019153.D

Acq On : 13 Mar 2019 19:29

Operator : JU/SJ

Sample : K1861-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 .19 7.19 123.9 ng 8157980 1 7.66 1317080 20.0
n-Hexadecanoic acid 17.96 3.2 ng 604062 4 17.07 3740940 20.0
Cyclotetradecane 20.96 5.4 ng 1116620 5 21.26 4161910 20.0
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