LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On : 18 Dec 2018 21:57 Instrument :
Operator : JU/SJ BNA_G

Sample - J6398-15 ClientSampleld :
Misc - C-MW-11-121118
ALS Vial : 15 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 G\METHODS\8270-BG121218 .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 3.179 12 15 22 rVB 25303 39096 1.57% 0.363%
2 5.605 421 428 436 rBV 236994 397236 15.96% 3.691%
3 7.209 691 701 712 rBV 155866 294419 11.83% 2.736%
4 7.585 757 765 772 rBV 426514 758854 30.49% 7.052%
5 8.055 839 845 852 rBV 88687 152110 6.11% 1.414%

8.378 892 900 910 rBV 387694 694011 27.89% 6.449%
9.230 1036 1045 1061 rBV 321254 622787 25.03% 5.787%
1317 1325 1336 rBVY 116380 215589 8.66% 2.003%
12.245 1551 1558 1566 rVB 19305 32217 1.29% 0.299%
13.185 1714 1718 1726 rVB2 16653 25788 1.04% 0.240%

QO ~NO®
=
o
o0}
\l
(9}

11 13.314 1733 1740 1749 rBV 952946 1489826 59.87% 13.845%
12 13.478 1760 1768 1774 rBV 71087 111663 4._.49% 1.038%
13 14.131 1871 1879 1883 rBV2 33178 67534 2.71% 0.628%
14 14.548 1944 1950 1958 rBV 89828 126139 5.07% 1.172%
15 14.695 1969 1975 1982 rVvB2 195913 325276 13.07% 3.023%

16 16.187 2221 2229 2242 rBV2 779167 1284911 51.63% 11.941%
17 17.438 2435 2442 2452 rBV2 280776 446381 17.94% 4.148%
18 20.047 2879 2886 2896 rBV 1803723 2488563 100.00% 23.126%
19 21.722 3163 3171 3181 rVvB2 289581 510603 20.52% 4._.745%

20 21.857 3188 3194 3202 rVB10 14265 33355 1.34% 0.310%
21 22.867 3359 3366 3373 rvB4 24817 44844 1.80% 0.417%
22 23.173 3412 3418 3425 rBV2 16857 34928 1.40% 0.325%
23 23.978 3550 3555 3562 rVB5 15806 34362 1.38% 0.319%
24 24.941 3709 3719 3720 rBV2 15249 29998 1.21% 0.279%
25 25.018 3723 3732 3742 rVB2 151095 459933 18.48% 4.274%
26 26.081 3906 3913 3923 rVB3 13652 40517 1.63% 0.377%
Sum of corrected areas: 10760940
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038705.D
1500000
1000000
500000 7.59 8.38
9.23
5.61
7.21 8.06 10.88
0318 [\ 12.24
-—r Ty —— - -
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 12.00 1250
Abundance TIC: BG038705.D
20,05
1500000
1000000{ 13.31
16.19
500000
17.44 21.72
14.69
3.48 14.
13. 14.13 1.86
0~ %-A—----‘ﬁ’“?--—h---- e i e T N o o e o R B B e e R
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038705.D
1500000
1000000
500000
25.02
282317 23.98 244 26.08
R L e e e e L B B e B
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.18 5.14 ng 39096 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
4 Methvl 4-hvdroxvbutanoate 118 C5H1003 000925-57-5 16
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 15 (3.179 min): BG038705.D (-12) (-) m/z 73.00 100.00%
74.0
43.0
5000 550 670
‘ 1320 3.30 3.40 3.50 3.60
o Y 1 N Y St U m/z 43.00 52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R AR U U AR
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 36.92%
29.0
o ] AR .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
mo 30 1320 3.30 3.40 3.50 3.60
5000 ' m/z 87.00 32.82%
270
150 \\ \ ‘ ‘ 81.0
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w"
m/z--> 10 50 70 80 90 100
Abundance #13743. 2,2,4- Trlmethyl 3-pentanol R AR e
73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 16.00%
41.0 550 87.0
5000
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S BRI S S R SRR U UL IULAR A
m/z--> 10 20 30 40 50 60 70 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 99.78 ng 758854 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 766 (7.591 min): BG038705.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 ‘ %.0 ‘ 720 7.40 7.60 7.80 8.00
ot ptl ol ggo | agse L 6800 38580
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U S LS AN
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 133.90 33.68%
| | ” 89.0 103.0
Ouuuuluuuulllll I||I|| ||”||”IIV?IO”” IIII ||”||1|1|5||0|||||| e EA
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14144. 5 FIuoro 2-chloropyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 30.80%
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.50%
97.0
5000
70.0
31.0
0 ‘ 44\. 0 Ly 60‘ \0 ! | 86 0 | 116.0 !
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.87 ng 111663 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Undecane 156 C11H24 001120-21-4 83
Abundance Scan 1768 (13.478 min): BG038705.D (-1760) (-) m/z 57.00 100.00%
57.0
5000 4100
85.0
13.20 13.40 13.60 13.80
112.0127.0
o e 194017119 1981 1 nso7 43,00 85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0
41)0 13.20 13.40 13.60 13.80
m/z 41.00 40.71%
L2 b |l L 1130 1410 1600 1980
m/z--> ' ' éo 80 160 150 150 1éo 1§o 260
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0
13.20 13.40 13.60 13.80
5000 m/z 71.00 40.14%
41)0 85.0
0 26\'p | ‘\ \‘ H‘ \‘ 1Op 0 127.0 156.0
miz--> B 4 e 8 10 1o 1o 16 180 2
Abundance #48832: Tridecane
57.0 13.20 13.40 13.60 13.80
m/z 85.00 28.07%
41)0
5000
85.0
0 15.0 ‘ ‘ ‘ ¥ | 112 0]_27 0 155.0 184 0
mz-> 20 '4'0' o it 16 b 1 1% o 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Undecane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.13 4_.15 ng 67534 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 72
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 64
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 59
4 Tetracosane 338 C24H50 000646-31-1 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 1879 (14.131 min): BG038705.D (-1871) (-) m/z 57.00 100.00%

57.0

5000
113.0 1471 13.80 14.00 14.20 14.40
0 m/z 43.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48870: Undecane, 3,8-dimethyl-
57.0
5000
85.0 13.80 14.00 14.20 14.40
29.0 m/z 71.00 63.24%
| | 130 1410
bl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
57.0
13.80 14.00 14.20 14.40
5000 m/z 55.00 43.77%
85.0
29.0
ol L s 1690 2110 296.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- AL mama &
57.0 13.80 14.00 14.20 14.40
m/z 41.00 39.25%
5000
85.0
o \ ‘ H ‘ 1130 1410 1830 211.0  253.0 281.0
e e e e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038705.D

Aca On - 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 7 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.55 7.76 ng 126139 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 86
4 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 86
5 Eicosane 282 C20H42 000112-95-8 78
Abundance Scan 1950 (14.548 min): BG038705.D (-1944) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.20 14.40 14.60 14.80
ol .w,J. ! l', 20 221 m/z 43.05 78.99%
m/z--> 50 100 150 200 250 300 350
Abundance #48831: Tridecane
57.0
5000
14.20 14.40 14.60 14.80
m/z 71.00 43.89%
270
NN 1990 141.0 184.0
m/z--> 5 100 150 200 250 300 350 '
Abundance #83025: Hexadecane
57.0
14.20 14.40 14.60 14.80
5000 m/z 41.00 39.71%
o 27,0 ‘ 11990‘1410 183.0 226.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #205394: Silane, trichlorooctadecyl- R RS EEEE © L S
57.0 14.20 14.40 14.60 14.80
m/z 85.10 31.27%
5000
99.0
0zw‘“JAIPW1BM%OMMWM3EM%O%W
UL SRR LS UL UL UL UL B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121818\

Data File : BG038705.D

Acg On : 18 Dec 2018 21:57

Operator : JU/SJ

a?ggle i J6398-15 C-MW-11-121118
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.18 5.1 ng 39096 1 8.06 152110 20.0
unknown? .59 7.59 99.8 ng 758854 1 8.06 152110 20.0
Tetradecane 13.48 6.9 ng 111663 3 14.69 325276 20.0
Undecane, 3,8-dim... 14.13 4.2 ng 67534 3 14.69 325276 20.0
Tridecane 14.55 7.8 ng 126139 3 14.69 325276 20.0
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