LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG022118.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 3.517 32 39 49 rBV2 123045 294326 7.15% 1.358%
2 3.611 49 55 71 rvVB 255706 460859 11.20% 2.127%
3 5.819 424 431 440 rBV 26806 46748 1.14% 0.216%
4 6.325 510 517 530 rBV 479384 834553 20.28% 3.852%
5 8.005 796 803 815 rBV 307766 560744 13.63% 2.588%
6 8.422 866 874 890 rBV 914940 1752459 42 _.59% 8.088%
7 8.915 950 958 968 rVB 208176 376612 9.15% 1.738%
8 9.250 1007 1015 1027 rVB 851894 1545839 37.57% 7.134%
9 10.114 1152 1162 1177 rBV 702293 1349069 32.78% 6.226%
10 11.799 1441 1449 1457 rVB 303132 579170 14.07% 2.673%
11 14.155 1840 1850 1862 rBVY 1945217 3072717 74.67% 14.181%
12 14.942 1976 1984 1990 rBvV 53363 86457 2.10% 0.399%
13 15.042 1994 2001 2009 rVB 33666 58562 1.42% 0.270%
14 15.359 2049 2055 2061 rVB 32315 43228 1.05% 0.200%
15 15.530 2077 2084 2095 rVB2 452697 800700 19.46% 3.695%
16 16.293 2210 2214 2219 rVB2 45186 65689 1.60% 0.303%
17 16.998 2326 2334 2347 rBVY 1393674 2265978 55.07% 10.458%
18 17.151 2355 2360 2369 rBvV 36797 68187 1.66% 0.315%

19 18.255 2540 2548 2559 rBV2 574481 932848 22.67% 4 _305%
20 19.048 2678 2683 2696 rBV 107058 184082 4._.47% 0.850%

21 19.894 2822 2827 2833 rBV3 20850 49502 1.20% 0.228%
22 20.282 2889 2893 2898 rBV 58564 91574 2.23% 0.423%
23 20.323 2898 2900 2911 rVB4 25740 41652 1.01% 0.192%
24 20.770 2970 2976 2985 rBV 3059575 4114988 100.00% 18.991%
25 22.133 3204 3208 3225 rBvV4 30001 90318 2.19% 0.417%

26 22.608 3281 3289 3300 rBV 498243 961143 23.36% 4_.436%
27 26.409 3923 3936 3954 rBV3 266344 940073 22.85% 4 _.339%

Sum of corrected areas: 21668077
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG032992.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

3.61 24_.47 ng 460859 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25

Abundance Scan 55 (3.611 min): BG032992.D (-49) (-) m/z 73.05 100.00%

n
5000 43
55 87

37 | 67 340 3.60 3. 80 4.00
ot S e | M7z 43.05  44_13%

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

5000 R A S e
340 3.60 3.80 4.00

43 55 87 m/z 55.05 29.83%

29 ‘
: ...u‘.??.‘........ T . —
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

340 3.60 3.80 4.00

5000 41 55 m/z 87.05 23.40%
29
47 67, 79 97 112 129
R R R o e ERAR LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73 340 3.60 3. 80 4.00

m/z 41.05 12.94%
5000 43

87

58
29
Ll

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.82 2.48 ng 46748 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 3-Hexanol 102 C6H140 000623-37-0 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 431 (5.819 min): BG032992.D (-424) (-) m/z 43.05 100.00%
43
59
5000
101 BRI RS SRS RN
540 560 5.80 6.00 6.20
73
el T38| h/7 59.05  52.66%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS SRS LR
540 560 5.80 6.00 6.20
m/z 101.05 16.31%
26 3 35, | 88 g5 '
mz-> 20 30 40 50 60 70 8 9 100
Abundance
59
a 540 560 580 6.00 6.20
5000 m/z 58.05 16.22%
86
46 54 69 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #4417: 3-Hexanol
59 540 5.60 5.80 6.00 6.20
m/z 41.05 10.25%
5000 31 43 73
2#\ 33‘ L 93] 67 84 101
m/z--> 20 30 40 50 6|0 70 80 9 100 ' 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown8.42 Concentration Rank 1

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

8.42 93.06 ng 1752460 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 874 (8.422 min): BG032992.D (-866) (-) m/z 131.95 100.00%
5000 68
800 820 840 8.60 8.80
B E e m/z 68.05 42 .81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL UL IR A
8.00 8.20 8.40 8.60 8.80
31 51 78 m/z 133.95 33.23%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 8.40 8.60 8.80
5000 og 116 m/z 66.05 27.48%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine LI B L L L L
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 16.58%
5000
104
51 65 78
S A R . - T - A S A G —
m/z--> 40 80 100 120 140 160 180 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032992.D

Aca On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.05 3.95 ng 184082 Phenanthrene-d10 18.26
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 2683 (19.048 min): BG032992.D (-2678) (-) m/z 43.05 100.00%
60 73
5000 129
97 157 213 R BRI SRR DU B
115 143 171185199 007 256 18.80 19.00 19.20 19.40
m/z 60.05 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI B LU B B

18.80 19.00 19.20 19.40

m/z 73.05 87.59%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 85.41%
29 g7 115 171
185 214
15 101 143157 198
R R B e B B A RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e
43 60 73 18.80 19.00 19.20 19.40
m/z 41.05 80.47%
5000 129
29
199
L“u' 143 157171185 242
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 80 19. OO 19 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG030518\
Data File : BG032992.D

Acq On : 5 Mar 2018 16:35

Operator : SJ/JU

Sample : J1792-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.61 24.5 ng 460859 1 8.92 376612 20.0
2-Pentanone, 4-hy... 5.82 2.5 ng 46748 1 8.92 376612 20.0
unknown8 .42 8.42 93.1 ng 1752460 1 8.92 376612 20.0
n-Hexadecanoic acid 19.05 4.0 ng 184082 4 18.26 932848 20.0
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