LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\

Data File : BF100490.D

Aca On - 12 Nov 2017 15:27 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16403-03 Gl
Misc i 110817-JETT-F-U-B
ALS Vial : 59 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 F\METHODS\8270-BF110817.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 2.199 15 19 25 rvB 82467 109584 2.65% 0.446%
2 5.116 512 515 526 rBV 269178 282826 6.83% 1.150%
3 5.516 578 583 586 rBY 1327526 1274143 30.77% 5.182%
4 6.516 749 753 757 rBV 969367 850726 20.55% 3.460%
5 6.669 774 779 782 rBVY 2475339 2246898 54.26% 9.139%

6.898 815 818 822 rBV 989581 822855 19.87% 3.347%
7.057 841 845 849 rVB 3023231 3012013 72.74% 12.251%
7.463 909 914 917 rBV 2322016 2542981 61.41% 10.343%
8.181 1032 1036 1040 rBV 1257577 1023194 24.71% 4.162%
9.257 1214 1219 1223 rBV 3975086 4140697 100.00% 16.842%

=
QO ~NO®

11 9.645 1282 1285 1293 rVB 152972 122855 2.97% 0.500%
12 9.886 1323 1326 1329 rBV2 341101 322221 7.78% 1.311%
13 9.939 1329 1335 1349 rVB 1082454 1069719 25.83% 4_.351%
14 10.645 1452 1455 1460 rVB 55932 49627 1.20% 0.202%
15 10.722 1464 1468 1480 rBV 1411038 1394463 33.68% 5.672%

16 11.422 1583 1587 1591 rBV 983730 828956 20.02% 3.372%

17 12.822 1822 1825 1828 rVB 120895 87812 2.12% 0.357%
18 13.010 1852 1857 1860 rBV 3225413 3038458 73.38% 12.359%
19 13.527 1941 1945 1948 rBV 76568 59438 1.44% 0.242%

20 14.063 2032 2036 2045 rVB 803294 761204 18.38% 3.096%

21 15.545 2282 2288 2299 rBV 383298 545060 13.16% 2.217%

Sum of corrected areas: 24585730
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\

BF100490.D

12 Nov 2017 15:27

SJ/Ju

16403-03

59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100490.D

Aca On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample : 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.20 2.66 ng 109584 1,4-Dichlorobenzene-d4 6.90
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 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23

Abundance Scan 19 (2.199 min): BF100490.D (-15) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1

2.20 2.30 2.40 2.50 2.60

i e e e | M/Z 43.05 42.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.00 29.57%
29.0 ‘
W'”MP'”““MW'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 25.76%

29.0
97.0 1120 129.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4398: Silane, ethyltrimethyl- AR B A R

73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.96%

5000 59.0
87.0
43.0
200 0| 1020
e A B o B R R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100490.D

Aca On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample : 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 6.87 ng 282826 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 516 (5.122 min): BF100490.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U S IR LR
| 83.0 | 206.9 4.80 500 5.20 5.40
— et m/z 59.10 54.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS S R LR
4.80 500 5.20 5.40
59.0 m/z 101.10 19.20%
270 ‘ g3.0 101.0
il LU, " L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 15.82%
87.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s A ARE
59.0 480 500 5.20 5.40
m/z 41.00 8.61%
5000 41.0
---.----Mm--4w----.----.----%%994ﬁ%9--.----.----.---- AR SR R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100490.D

Aca On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample : 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 2

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

6.67 54 .61 ng 2246900 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF100490.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 540 | 6.40 6.60 6.80 7.00
S P e X B 1B N m/z 68.10 39.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I R UL A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.48%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.13%
41.0 97.0
53.0
79.0 117.0
wmmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T |/|\| L DL
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.39%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100490.D

Aca On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample : 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Dodecyltrimethylammonium br... Concentration Rank 4

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

9.89 6.02 ng 322221 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 72
2 1-Dodecanamine. N.N-dimethvl- 213 C14H3I1N 000112-18-5 72
3 n-Octvl trimethvl ammonium bromide 251 C11H26BrN 002083-68-3 72
4 Dimethvl palmitamine 269 C18H39N 000112-69-6 64
5 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 56

Abundance Scan 1327 (9.892 min): BF100490.D (-1323) (-) m/z 58.10 100.00%
58.1
5000
—
41. 9.60 9.80 10.00 10.20
iy 841 41 1422 0 1841 2132 m/z 44.05 63.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #150259: Dodecyltrimethylammonium bromide
58.0
5000 L L LI LN B
9.60 9.80 10.00 10.20
m/z 41.05 7.42%
m/z--> 25 Jo 65 80 160 150 140 160 180 260 '
Abundance
58.0
9.60 9.80 10.00 10.20
5000 m/z 43.05 6.77%
15.0 41.0 84.0 114.0 1420 184.0  213.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #102822: n-Octyl trimethyl ammonium bromide
54.0 9.60 9.80 10.00 10.20
m/z 42.10 4._74%
5000
e MO maoasosro W
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100490.D

Aca On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample : 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.82 2.31 ng 87812 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1825 (12.822 min): BF100490.D (-1822) (-) m/z 56.10 100.00%
56.1
5000
e, o 2 e 1200 120
185.2 213.1 : : : :
- |.."..,'!'..J','..-.-.',....,.?‘.5.7,.1...,....,.... b ey | M/Z 57.05 57.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.60 12.80 13.00 13.20
29.0 m/z 41.00 42 .37%
383.0 129.0 257.0
“ i h | 1060 | 157.0 1850 2130 e 2830 8120
miz—-> 20 45 eb éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.60 12.80 13.00 13.20
5000 m/z 43.00 41 .12%
29.0
. 129.0
83.0 157.0 185.0 213.0 257'0281.0 312.0
mewmmmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48897: Decane, 2,2,3-trimethyl-
57.0 12.60 12.80 13.00 13.20
m/z 55.00 32.62%
5000
290 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111217\
Data File : BF100490.D

Acq On : 12 Nov 2017 15:27

Operator : SJ/JU

Sample - 16403-03

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.20 2.7 ng 109584 1 6.90 822855 20.0
2-Pentanone, 4-hy... 5.12 6.9 ng 282826 1 6.90 822855 20.0
unknown6 .67 6.67 54_.6 ng 2246900 1 6.90 822855 20.0
Dodecyltrimethyla. .. 9.89 6.0 ng 322221 3 9.94 1069720 20.0
Hexadecanoic acid... 12.82 2.3 ng 87812 5 14.06 761204 20.0
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