LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\

Data File : BF110187.D

Aca On - 26 Oct 2018 3:29 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5621-03 Sl
Misc i SA-SED-01

ALS Vial : 26 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-BF102318.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 2.304 32 37 50 rvB 397307 573072 18.92% 2.401%
2 4.598 423 427 436 rBV 41557 53919 1.78% 0.226%
3 5.204 526 530 538 rBV 200207 244174 8.06% 1.023%
4 5.593 591 596 599 rBY 2758951 2671236 88.20% 11.190%
5 6.592 761 766 777 rBV2 2613869 3028456 100.00% 12.686%
6 6.739 786 791 794 rBVY 3032101 2718815 89.78% 11.389%
7 6.969 826 830 833 rBV 945716 737490 24.35% 3.089%
8 7.128 852 857 860 rBY 2220082 2041110 67.40% 8.550%
9 7.534 921 926 929 rBVY 1598533 1563611 51.63% 6.550%
10 8.251 1044 1048 1059 rBvV 1045087 875422 28.91% 3.667%

11 9.328 1226 1231 1234 rBV 2693106 2459439 81.21% 10.303%
12 9.716 1293 1297 1306 rBV 336653 281273 9.29% 1.178%
13 10.010 1343 1347 1351 rBV 943772 798057 26.35% 3.343%
14 10.804 1478 1482 1496 rBV 1322573 1290561 42.61% 5.406%
15 11.504 1597 1601 1604 rBV 855320 742886 24 _.53% 3.112%

16 11.527 1604 1605 1609 rVB 69669 38795 1.28% 0.163%
17 12.010 1680 1687 1689 rBV3 48459 56858 1.88% 0.238%
18 12.721 1804 1808 1811 rBV 136727 127392 4.21% 0.534%
19 12.951 1844 1847 1852 rVB 116992 115020 3.80% 0.482%
20 13.086 1866 1870 1874 rBV 2106983 1940242 64.07% 8.128%

21 14.151 2047 2051 2054 rBV 727879 646037 21.33% 2.706%
22 14.915 2179 2181 2184 rVB 101305 82069 2.71% 0.344%

23 15.268 2239 2241 2246 rVB 143592 164506 5.43% 0.689%
24 15.680 2306 2311 2315 rBV2 457762 621591 20.53% 2.604%

Sum of corrected areas: 23872031
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\

BF110187.D

26 Oct 2018 3:29

JussJ

J5621-03

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110187.D

Aca On : 26 Oct 2018 3:29

Operator : JU/SJ

Sample : J5621-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.30 15.54 ng 573072 1,4-Dichlorobenzene-d4 6.97
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 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.299 min): BF110187.D (-32) (-) m/z 73.05 100.00%

n
5000 43
55 87

36| 220 240 2.60
Y S | RSN O S N — N Y 52 e B o R E 0y £

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 T T T T LI DL B
43 220 240 2.60
55 87 m/z 55.10 30.30%
29
0 Ll A Ll
T e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7 |
87 — —
220 240 2.60
5000 41 55 m/z 87.10 24.91%
M \H e L 97 112 129
O e e e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- — — T
73 220 240 260

m/z 41.05 14 _.12%

5000
43
2 15 2 ] 53 g | 88
o} S S | O RN
2.20 2.40 2.60

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110187.D

Aca On : 26 Oct 2018 3:29

Operator : JU/SJ

Sample : J5621-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

5.20 6.62 ng 244174 1,4-Dichlorobenzene-d4 6.97
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 3-Hexanol 102 C6H140 000623-37-0 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 529 (5.198 min): BF110187.D (-526) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540 5.60
o..,....,....,....I,'::..?l..~:!,....,....,??..,...:,'....,. m/z 59.10 55.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S LR
480 5.00 520 5.40 5.60
59 101 m/z 101.10 17.11%
0 21 37, 53 | 67 77 83 91 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540 5.60
5000 41 m/z 58.00 15.07%
31
| © g
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol SN I LI BB B
59 480 5.00 520 5.40 5.60
m/z 41.00 9.49%
5000 31 43 73
0 25L\ 37\“H 53 ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110187.D

Aca On : 26 Oct 2018 3:29

Operator : JU/SJ

Sample : J5621-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1

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

6.74 73.73 ng 2718820 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 791 (6.739 min): BF110187.D (-786) (-) m/z 132.00 100.00%
132
5000 68
40 %6 640 660 680 7.00
54 : : : :
0 Th our N | m/z 68.10  40.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRS LRSS AR RS
6.40 6.60 6.80 7.00
104 m/z 134.00 33.29%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 660 680 7.00
5000 gg 116 m/z 66.00 25.84%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  Emma s
132 6.40 6.60 6.80 7.00
m/z 69.10 15.85%
117
5000
39 91
AN Il
0'"I'h"f'”“l“"J“'HQ'N“"H'P N SN SO LSRR SRR SRR SRR
m/z--> 20 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\BF102518\
Data File : BF110187.D

Aca On : 26 Oct 2018 3:29

Operator : JU/SJ

Sample : J5621-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.64 ng 82069 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 78
2 Nonadecane 268 C19H40 000629-92-5 72
3 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2182 (14.921 min): BF110187.D (-2179) (-) m/z 57.10 100.00%
57
85
5000
113141 207 1460 14'80 1500 1520
169 233 278 316342 378 434 482 14.60 14.80 15.00 15.20
0 ||||'||'| I|.||I.l|J|l l.ulullluull IIIIIIIlllllllllII||I|II||I||IIII|III|II|I m/z 43_10 69_78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153222: Docosane
5000 LR DL SR S B

14,60 14.80 15.00 15.20
m/z 71.10 61.37%

113 141 169 197 225 253 281 310

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
s AEREERREEEE
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 58.16%
29
| j | 41}3 141 169 197 205 268
e e MR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28438: Nonane, 4,5-dimethyl- s AEREERREEEE
43 14.60 14.80 15.00 15.20
m/z 55.10 25.19%
71
5000
126
0 ..J,|.!..9?.. R N —
m/z--> 50 100 150 200 250 300 350 400 450 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110187.D

Aca On : 26 Oct 2018 3:29

Operator : JU/SJ

Sample : J5621-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 5.29 ng 164506 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heptadecane 240 C17H36 000629-78-7 80
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 2241 (15.268 min): BF110187.D (-2239) (-) m/z 57.10 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60
155 189 358
ol LA 7333180 129210234 264 205319 398 408 | o "TUR0 70 20%
m/z--> 50 oo 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 LRI BRI BURELN UL B
mmmmmmmm
m/z 71.10 62.25%
oL 3 d | J141 169 197 225 253 281 309 338
m/z--> 55 100 150 260 250 360 3éo 460
Abundance #94346: Heptadecane
57
g5 15,00 15.20 1540 15.60
5000 m/z 85.10 47 .97%
29
0 L] i ]1}3\1§1 169 197 240
m/z--> 50 100 1%0 260 250 300 3éo 460
Abundance #152416: Tridecane, 1-iodo- R EEEEE RS
57 15.00 15.20 15.40 15.60
m/z 55.10 24 .58%
5000 85
28
183
I A - R
m/z--> 50 100 150 200 250 300 350 400 15.00 15. 20 15. 40 15 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF102518\

BF110187.D

26 Oct 2018 3:29

Ju/sJ

J5621-03

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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... 2.30 15.5 ng 573072 1 6.97 737490 20.0
2-Pentanone, 4-hy... 5.20 6.6 ng 244174 1 6.97 737490 20.0
unknown6.74 6.74 73.7 ng 2718820 1 6.97 737490 20.0
Docosane 14.92 2.6 ng 82069 6 15.68 621591 20.0
Tetracosane 15.27 5.3 ng 164506 6 15.68 621591 20.0
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