LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

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 N\METHODS\8270-BN020718.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

3.234 36 42 51 rBvV 638380 1262458 3.55% 0.667%
3.316 51 56 81 rvVB 5289364 8714615 24.54% 4.606%
3310962 5254500 14.79% 2.777%
7.581 768 781 791 rBV 2090499 3471388 9.77% 1.835%
7.975 840 848 859 rBV 6855749 11420286 32.16% 6.036%
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8.457 922 930 941 rBV 2095861 3510041 9.88% 1.855%
8.787 977 986 995 rBV 9625917 16270625 45.81% 8.600%
9.640 1122 1131 1139 rBV 7877359 13329917 37.53% 7.045%
11.298 1405 1413 1422 rBYV 3198985 5448021 15.34% 2.880%
13.698 1812 1821 1828 rBV 20767344 31445540 88.54% 16.620%

=
QO ~NO®

11 14.498 1952 1957 1964 rBV 447441 712411 2.01% 0.377%
12 14.928 2025 2030 2037 rVB 380145 476424 1.34% 0.252%
13 15.069 2047 2054 2062 rVB2 4714204 7270009 20.47% 3.843%
14 15.869 2179 2190 2195 rBV2 389560 698441 1.97% 0.369%
15 16.533 2297 2303 2320 rBV 9635676 13721408 38.63% 7.252%

16 16.716 2330 2334 2343 rBvV 296072 467045 1.32% 0.247%
17 17.786 2509 2516 2528 rBV2 5848612 8390840 23.63% 4._435%
18 18.621 2653 2658 2669 rBV 686716 1109861 3.12% 0.587%
19 19.874 2866 2871 2881 rBV 599674 983176 2.77% 0.520%
20 20.345 2945 2951 2963 rBV 28018949 35516182 100.00% 18.772%

21 21.568 3155 3159 3171 rBV2 256292 557104 1.57% 0.294%
22 21.898 3209 3215 3225 rBV 7058265 9349870 26.33% 4.942%
23 24.374 3628 3636 3646 rVB2 4851756 9819253 27.65% 5.190%

Sum of corrected areas: 189199415
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
" 3.32 49.66 ng 8714620  1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butane. 2-methoxv-2-methvi- 102 C6H140 000994-05-8 83

2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43

3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23

4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 57 (3.322 min): BN000126.D (-51) (-) m/z 73.10 100.00%

s
5000
43 87
1

55 R e ———
3.20 3.40 3.60

o U1 SN N - S S - — m/z 43.10 27.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LN L L L L N B ) L LB B |
43 3.20 340 3.60
%5 87 m/z 87.10 26.01%
il N
0.,.‘;‘..‘,‘.‘...,...‘.,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 T
3.20 340 3.60
5000 41 55 m/z 55.10 21.69%
29
97 112 129
O e B o o o o e I LA A e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- B L B e
73 3.20 340 3.60
m/z 71.05 10.98%
5000
45
29
0 H \‘\‘ 5\5 il 101
N B L e o T 0 LANLANn  ee T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown7.97 Concentration Rank 2

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

7.97 65.07 ng 11420300 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 847 (7.969 min): BN000126.D (-840) (-) m/z 132.10 100.00%
132
5000 68
0 s % J 750 780 600 850 840
o g8l sur | 207 hjy 68.10  43.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN U UL R
7.60 7.80 8.00 8.20 8.40
2 m/z 134.10 31.83%
0I"LN\lﬂhl'l”j?'”'l""ﬁ'"I"”I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.0
5000 gg 116 m/z 66.10 28.21%
158 189
R L S S L UL L B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A L S
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.57%
117
5000
29 91
G
0 |‘||| II\I\I l::: ||‘||‘|‘|||‘|l‘| T A
m/z--> 20 4'0 60 80 100 120 140 160 180 200 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.62 2.65 ng 1109860 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 2658 (18.621 min): BN000126.D (-2653) (-) m/z 73.10 100.00%
73
43
5
5000
129
97 115 213 A AR BN SUNN I
1 43157171185199 227 256 g, 18.40 18.60 18.80 19.00
Ol m/z 60.10 79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 LN UL UL SUULELN I
mmmmmmmm
213 m/z 43.10 73.97%
m/z--> 25 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> R NN SRR SN I
18.40 18.60 18.80 19.00
5000 129 m/z 55.05 62.71%
29 87
115 | 143 199 242
101 185
15 157171 213597
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T T T T
73 18.40 18.60 18.80 19.00
43 m/z 57.10 62 .50%
5
5000 129
29 185 228
115
1 143,:7171
ol .-“ I\,‘,,‘iul,.,, ﬁ ]ﬂu it b 2 ,\”1,9??,1,3 \ I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00126.D

Aca On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample : J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.10 ng 983176 Chrysene-di12 21.90
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 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2870 (19.868 min): BN000126.D (-2866) (-) m/z 73.10 100.00%
43 7
5000 129 »h_A_N*ANWNwj&xm»Nhﬂ.ﬁ_wj\
97
185 241 oo ralan onlae onlos
284 19.60 19.80 20.00 20.20
o ko201 1208222 | 26770 327 386 | 7774310 83.71%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
5000 284 LA L L L L L LB
185 241 mmmmmmmw
H ‘ m/z 60.10 79.75%
ol u“ uhH H\ il |157\ L \213 | |\2|6|5|\| S
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 19.60 19.80 20.00 20.20
5000 284 m/z 57.05 69.80%
129
97
185
0 157 213 241 oes 311 372
L L L L L L L DL L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid e AR RS EREEE S
43 7 19.60 19.80 20.00 20.20
m/z 55.10 63.98%
5000
129 242
‘ 7 ‘ 199
0.‘.‘.“". .-m.'i‘}.ﬂ“.'..‘1,5?7171.‘.‘,.2.2‘.‘.‘, —— ) T e
m/z--> 50 100 150 200 250 300 350 1960 1980 2000 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BN0O00126.D

Acq On : 20 Feb 2018 00:30

Operator : JU/SJ

Sample - J1591-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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]
Butane, 2-methoxy... 3.32 49.7 ng 8714620 1 8.46 3510040 20.0
unknown? .97 7.97 65.1 ng 11420300 1 8.46 3510040 20.0
n-Hexadecanoic acid 18.62 2.6 ng 1109860 4 17.79 8390840 20.0
Octadecanoic acid 19.87 2.1 ng 983176 5 21.90 9349870 20.0
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