LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111797.D

Aca On - 28 Dec 2018 19:07 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J6591-04 FB03 122718

ALS Vial : 13 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 F\METHODS\8270-BF121918.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 2.210 14 21 29 rvB 336769 441202 8.95% 1.418%
2 5.116 511 515 522 rVB 91256 96954 1.97% 0.312%
3 5.540 582 587 590 rBY 2341852 2012189 40.81% 6.467%
4 6.540 753 757 761 rBVY 1517708 1313311 26.64% 4.221%
5 6.681 776 781 784 rBVY 4166438 3779401 76.66% 12.148%

6.904 815 819 822 rBV 1130233 902455 18.30% 2.901%
7.063 842 846 849 rBV 4108073 3577428 72.56% 11.498%
7.463 908 914 917 rBV 2776669 2911223 59.05% 9.357%
1297193 1042847 21.15% 3.352%
9.263 1215 1220 1223 rBV 5429998 4930280 100.00% 15.847%
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11 9.939 1331 1335 1347 rVB 1126457 1030924 20.91% 3.314%
12 10.733 1465 1470 1473 rBV 2748786 2478616 50.27% 7.967%
13 11.428 1584 1588 1592 rBV 1028904 850525 17.25% 2.734%
14 13.010 1853 1857 1861 rBV 3990057 3983100 80.79% 12.802%
15 14.069 2033 2037 2040 rBV 1048882 890490 18.06% 2.862%

16 14.845 2167 2169 2175 rVB 61461 75274 1.53% 0.242%
17 15.192 2226 2228 2232 rVB 57127 53784 1.09% 0.173%
18 15.557 2286 2290 2302 rVB 494032 742482 15.06% 2.386%

Sum of corrected areas: 31112485
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122818\
Data File : BF111797.D

Aca On - 28 Dec 2018 19:07

Operator : JU/SJ

Sample : J6591-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918 .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: BF111797.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111797.D

Aca On - 28 Dec 2018 19:07

Operator : JU/SJ

ﬁ?ggle J6591-04 FB03 122718
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3

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

2.21 9.78 ng 441202 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 21 (2.210 min): BF111797.D (-14) (-) 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
o S N U 1 N — m/z 43.05 44_02%
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
550 87.0 m/z 55.05 28.79%
29.0
ob L] .
B R o o o LA I o o o o e N R m s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 25.97%
29.0
o ] sro 1120 a0
T Nt LLL A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 14.84%
5000 43.0
58.0
N R S S N DM
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111797.D

Aca On - 28 Dec 2018 19:07

Operator : JU/SJ

ﬁ?ggle J6591-04 FB03 122718
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4

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

5.12 2.15 ng 96954 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 516 (5.122 min): BF111797.D (-511) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1
| 83.1 | 4.80 500 5.20 5.40
o 1| SIP | NEN. -+ - N I — m/z 59.10 54_85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I I
59.0 480 500 520 540
m/z 101.10 17.61%
31.0 g30 1010
O“I“'W“”Wh””m“'P'“P'“I”'W“”W'“'ﬁ“'P'”P'”I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 5.00 520 540
5000 m/z 58.00 14.62%
410 101.0
N Y Y N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s e E RER R
59.0 480 500 5.20 5.40
m/z 41.00 10.26%
5000 41.0
o WLl 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111797.D

Aca On - 28 Dec 2018 19:07

Operator : JU/SJ

ﬁ?ggle J6591-04 FB03 122718
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 1

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

6.68 83.76 ng 3779400 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF111797.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 UL A L R
40.1 549 J 6.40 6.60 6.80 7.00
0 S8 S R .2 | m/z 68.10 42.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL A L R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.78%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 28.93%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.38%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111797.D

Aca On - 28 Dec 2018 19:07

Operator : JU/SJ

ﬁ?ggle J6591-04 FB03 122718
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tridecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .85 2.03 ng 75274 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 64
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 52
4 Tetratetracontane 619 C44H90 007098-22-8 52
5 Tetracosane 338 C24H50 000646-31-1 52
Abundance Scan 2170 (14.851 min): BF111797.D (-2167) (-) m/z 57.10 100.00%
57.1
5000
971 rrrryrrrryrrrryrrrrrTT
127.1 170.0 207.1 269.1301.0 342.2373.1 14.60 14.80 15.00 15.20
0! m/z 71.10 55.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane
57.0
5000 L BRI B SIS B
mmmmmmmm
J m/z 43.10 52.57%
27,0 99.0
oL k4 i7", 1410 1830

|
m/z--> 50 100 150 200 250 300 350 400

Abundance #83035: Pentadecane, 2-methyl-
43.0
I a  BREEEEES B
14.60 14.80 15.00 15.20
5000 m/z 55.10 37.70%
85.0
|| J 1270 1830 04
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecy! ester T
57.0 14.60 14.80 15.00 15.20
m/z 85.10 37.63%
5000
97.0
oL 210 LI 1270 1600 200 ge10
— A I a  BREEEEES B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF122818\

Data File : BF111797.D

Acg On : 28 Dec 2018 19:07

Operator : JU/SJ

ﬁ?gcp:le J6591-04 FBO3 122718
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 2.21 9.8 ng 441202 1 6.90 902455 20.0
2-Pentanone, 4-hy... 5.12 2.1 ng 96954 1 6.90 902455 20.0
unknown6 .68 6.68 83.8 ng 3779400 1 6.90 902455 20.0
Tridecane 14.85 2.0 ng 75274 6 15.56 742482 20.0
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