LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103899.D

Aca On - 24 Mar 2018 00:30 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J2012-01 03&1&ﬂD8${}B
isc :

ALS Vial : 32 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-BF031518.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 2.293 30 35 47 rVB 299419 403067 11.62% 1.853%
2 4.116 340 345 350 rVB 62057 76698 2.21% 0.353%
3 5.198 526 529 538 rVB 119540 130158 3.75% 0.599%
4 5.598 593 597 609 rVB 1159990 1134263 32.70% 5.216%
5 6.592 762 766 769 rBV 814769 790456 22.78% 3.635%
6 6.616 769 770 775 rVB 129073 98020 2.83% 0.451%
7 6.745 787 792 795 rBV 2240635 1993740 57.47% 9.168%
8 6.975 827 831 835 rBV 929958 723642 20.86% 3.328%
9 7.134 854 858 861 rBY 3016077 2630048 75.81% 12.094%
10 7.539 922 927 930 rBVY 2189072 1995200 57.51% 9.174%
11 8.257 1045 1049 1052 rBvY 1087785 897229 25.86% 4.126%
12 8.281 1052 1053 1064 rVB 81530 63104 1.82% 0.290%
13 9.333 1227 1232 1235 rBvV 3851063 3469221 100.00% 15.952%
14 9.722 1292 1298 1305 rBV 99518 97040 2.80% 0.446%
15 9.928 1330 1333 1337 rBvV 62188 45593 1.31% 0.210%
16 10.016 1345 1348 1352 rBV2 962457 839664 24.20% 3.861%
17 10.045 1352 1353 1362 rVB 54909 49758 1.43% 0.229%
18 10.427 1416 1418 1421 rVB 66839 54746 1.58% 0.252%
19 10.675 1458 1460 1463 rVB 53621 39088 1.13% 0.180%
20 10.810 1479 1483 1491 rBV 1282757 1195719 34.47% 5.498%
21 10.904 1496 1499 1504 rBV 61053 57673 1.66% 0.265%
22 11.510 1598 1602 1605 rBV 882159 739751 21.32% 3.402%
23 11.533 1605 1606 1610 rVB 81479 50858 1.47% 0.234%
24 13.098 1868 1872 1876 rBVY 2836770 2776950 80.05% 12.769%
25 13.980 2019 2022 2026 rBv4 49623 66672 1.92% 0.307%

26 14.163 2049 2053 2057 rBV 728592 722293 20.82% 3.321%
27 15.021 2196 2199 2203 rBV 64675 75689 2.18% 0.348%
28 15.710 2311 2316 2322 rBV 389174 530960 15.30% 2.441%

Sum of corrected areas: 21747300
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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:\HPCHEMI\BNA F\DATA\BF032318\

BF103899.D

24 Mar 2018 00:30

JussJ

J2012-01

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103899.D

Aca On : 24 Mar 2018 00:30

Operator : JU/SJ

Sample : J2012-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.29 11.14 ng 403067 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 35 (2.293 min): BF103899.D (-30) (-) m/z 73.10 100.00%
7B
5000
43 55 g7 L G
220  2.40 2.60
Obrr e e i bbb e e e e || M/z 43.05 32.63%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 \“- AL WAL N
43 220 240 260
07 87 m/z 87.10 25.27%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 N
220  2.40 2.60
5000 a1 55 m/z 55.00 23.87%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- O A e e
73 220  2.40 2.60

m/z 41.05 11.35%

5000
45

29
39 | 55 g7 101

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

o

==
2.40

Tl
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103899.D

Aca On : 24 Mar 2018 00:30

Operator : JU/SJ

Sample : J2012-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4

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

5.20 3.60 ng 130158 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 42
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 529 (5.198 min): BF103899.D (-526) (-) m/z 43.00 100.00%
43
59
5000
i e,
83 : : : : :
0 ..,....,....,....l,'.-:..‘??.‘:Ii....,....,.~...,...:,....,....,....,....,...., m/z 59.10 60.00%
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
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.00 22.91%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540 5.60
5000 M m/z 58.10 16.88%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— SN I LI N B B
43 480 5.00 520 5.40 5.60
m/z 41.10 10.77%
5000
101
71
0 1? - “ 86 - \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103899.D

Aca On : 24 Mar 2018 00:30

Operator : JU/SJ

Sample : J2012-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4 unknown6.75 Concentration Rank 2

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

6.75 55.10 ng 1993740 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF103899.D (-787) (-) m/z 132.00 100.00%
5000
68
% 640 6.60 680 7.00
40 54 : : :
o AR 2 R | N—— m/z 134.00  34.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRSNS
6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 31.26%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.00 18.20%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 12.38%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, R | S
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:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103899.D

Aca On : 24 Mar 2018 00:30

Operator : JU/SJ

Sample : J2012-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4,8,12-Tetradecatrienal, 5,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.02 2.85 ng 75689 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 70
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 58
3 Supraene 410 C30H50 007683-64-9 58
4 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360 036237-66-8 58

5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

125529-10-4 53

Abundance Scan 2199 (15.021 min): BF103899.D (-2196) (-) m/z 69.10 100.00%
69
5000
41 Trrryrrrryrrrryrrrr|1ri1i
| 95 121 149 326 14.80 15.00 15.20 15.40
175 206 237258 305 366 : : : :
ol l-w Pl 2925 1 WS Tm/z 81.00  49.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69
41
5000 LA B L L L L L L LB
14.80 15. OO 15. 20 15. 40
93 136 m/z 41.05 24 .79%
oo Ay ns | et s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
RS EmmEs o L
14.80 15.00 15.20 15.40
5000 43 m/z 95.05 14 _.37%
93
136
o 15 116 161 204 264
T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene L e
69 14.80 15.00 15.20 15.40
m/z 67.00 12.79%
5000
41
95 137
o _uf )l 116 | 163 101217 245 273299 341367 410
e e = T T T T L e
m/z--> 50 100 150 200 250 300 350 400 14.80 15. OO 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103899.D

Acq On : 24 Mar 2018 00:30

Operator : JU/SJ

Sample - J2012-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.29 11.1 ng 403067 1 6.97 723642 20.0
2-Pentanone, 4-hy... 5.20 3.6 ng 130158 1 6.97 723642 20.0
unknown6.75 6.75 55.1 ng 1993740 1 6.97 723642 20.0
4,8,12-Tetradecat... 15.02 2.9 ng 75689 6 15.71 530960 20.0
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