LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO0O0115.D

Aca On : 19 Feb 2018 18:12

Operator : JU/SJ

Sample : J1573-03

Misc :

ALS Vial : 5 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
1 3.234 37 42 51 rBvV 360425 695885 2.08% 0.411%
2 3.317 51 56 80 rvB 2739753 4638766 13.85% 2.742%
3 5.934 494 501 512 rBVY 3975089 6377089 19.04% 3.769%
4 7.581 769 781 792 rBVY 2789244 4637533 13.85% 2.741%
5 7.975 840 848 859 rBVY 7633619 12789515 38.19% 7 .559%

8.457 923 930 940 rBV 1748588 2875801 8.59% 1.700%
8.787 976 986 998 rVB 6646437 11461544 34.22% 6.774%
9.640 1122 1131 1138 rBV 5790616 9892366 29.54% 5.847%
11.299 1405 1413 1420 rBV 2791930 4734547 14 .14% 2.798%
13.698 1812 1821 1828 rBV 16066351 24125138 72.03% 14.259%

=
QO ~NO®

11 15.069 2046 2054 2062 rBV2 4222745 6450140 19.26% 3.812%
12 16.534 2297 2303 2323 rBV 11404113 17140951 51.18% 10.131%
13 17.786 2509 2516 2524 rBV 5560549 7907496 23.61% 4.674%
14 18.628 2654 2659 2670 rBV 523897 928359 2.77% 0.549%
15 19.875 2867 2871 2884 rBV2 361414 680472 2.03% 0.402%

16 20.345 2945 2951 2957 rBV 25392404 33492053 100.00% 19.795%
17 21.569 3156 3159 3167 rBVv3 373951 654461 1.95% 0.387%

18 21.898 3210 3215 3221 rBV 7084430 9440556 28.19% 5.580%
19 24.380 3629 3637 3647 rVB2 4991225 10270231 30.66% 6.070%

Sum of corrected areas: 169192903
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO0O0O115.D

Aca On - 19 Feb 2018 18:12

Operator : JU/SJ

Sample : J1573-03

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BN000115.D
2.5e+07

2e+07
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8.79

5000000 5.03
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8.46
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Abundance TIC: BN000115.D
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13.70
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17.79
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000115.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00115.D

Aca On : 19 Feb 2018 18:12

Operator : JU/SJ

Sample : J1573-03

Misc :

ALS Vial : 5 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 32.26 ng 4638770 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 57 (3.322 min): BN0O00115.D (-51) (-) m/z 73.10 100.00%

73
5000
43 55 87

3.20 340 3.60
36,1 | 65 | 101 115 128135 147 43.10 28.89%

= L o S I N m/z

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

3.20 340 3.60

o

55 87 m/z 87.10 26.37%
‘\ \‘ |, 80
0”,””,””,””,””,””,”.w”.w”.w”.w”.w”.w.”w.”w.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 .
3.20 3.40 3.60
5000 41 55 m/z 55.10 21.42%
29
0 65 80 97 112 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4436: Pentane, 3-methoxy- e LA ma e

7. 3.20 340 3.60
m/z 71.10 10.96%

5000
o % 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00115.D

Aca On : 19 Feb 2018 18:12

Operator : JU/SJ

Sample : J1573-03

Misc :

ALS Vial : 5 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 unknown7.98 Concentration Rank 1

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

7.98 88.95 ng 12789500 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 849 (7.981 min): BN000115.D (-840) (-) m/z 132.10 100.00%
132
5000 68
| % 7.60 7.80 8.00 8.20 8.40
40 ,- 54 6 103 . . . .
0...,....,....,...:|'!.‘.‘.7,:!..?}.'.'J,..T:-.,..E??,....,.'!..,.l.l?.,....,-'...,.. m/z 68.10 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 U R R L
7.60 7.80 8.00 8.20 8.40
33 44 . 97 105 m/z 134.10 33.03%
0 “'l"“|""VL"|'“'?%"?ﬁ"'l"Tﬁ'?ﬁ|"ﬂ'|“khl}}§l""|"' T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 SRS SRR RN LR
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 26 .64%
o5 91
. 15 27 39 5l 77 g4 | ggl05
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A
56 132 7.60 7.80 8.00 8.20 8.40

m/z 69.05 16.69%

5000

|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| LI L L B LB N BB

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00115.D

Aca On : 19 Feb 2018 18:12

Operator : JU/SJ

Sample : J1573-03

Misc :

ALS Vial : 5 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.
18.63 2.35 ng 928359 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 2659 (18.628 min): BN000115.D (-2654) (-) m/z 73.10 100.00%
7
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5000 129
i 213 "' 18140 1860 18.80 19.00
256 . . ) )
ol ok J9 | o | 23820 om0 sms e B oe g ey
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Abundance #107548: n-Hexadecanoic acid
43 7
5000 256 LR L SULLN B B
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. 129 - 14
! 152 195
N L s B S L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid REmaEES RS S
4 78 18.40 18.60 18.80 19.00
m/z 57.10 58.29%
B I ALVM
97 199 242
157
oL15 ,HJ,JIL;“,., 11 ,‘1?@,\',2,2:5 | S e e
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BNO0O0115.D

Acq On : 19 Feb 2018 18:12

Operator : JU/SJ

Sample - J1573-03

Misc :

ALS Vial : 5 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 32.3 ng 4638770 1 8.46 2875800 20.0
unknown7 .98 7.98 89.0 ng 12789500 1 8.46 2875800 20.0
n-Hexadecanoic acid 18.63 2.4 ng 928359 4 17.79 7907500 20.0
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