LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016628.D

Aca On : 28 Aug 2018 05:15 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4660-16 0&&1&ﬂPgF4»s
isc :

ALS Vial : 30 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 M\METHODS\8270-BM082118 .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 5.551 380 385 398 rBV 350440 673200 3.93% 1.468%
2 7.181 657 662 676 rBV2 196413 415299 2.42% 0.906%
3 7.528 715 721 746 rBVY 1019198 1806900 10.55% 3.940%
4 8.004 796 802 817 rBV2 320016 585054 3.42% 1.276%
5 8.316 848 855 869 rBY 1959473 3202062 18.70% 6.983%

9.186 996 1003 1022 rBV 1084235 1960779 11.45% 4._.276%
10.810 1272 1279 1290 rBV 331792 649686 3.79% 1.417%
13.257 1687 1695 1713 rBVY 5203329 6961217 40.65% 15.181%
13.504 1732 1737 1743 rBV2 202237 312585 1.83% 0.682%
14.639 1922 1930 1942 rBV2 597516 991978 5.79% 2.163%

=
QO ~NO®

11 16.133 2178 2184 2205 rBV 3384549 4890070 28.55% 10.664%
12 17.386 2391 2397 2411 rBV 955103 1492867 8.72% 3.256%
13 18.239 2535 2542 2549 rBV3 124003 179903 1.05% 0.392%
14 19.974 2831 2837 2847 rBV 16004031 17125995 100.00% 37.348%
15 21.527 3097 3101 3111 rBV 1668647 2312551 13.50% 5.043%

16 23.809 3484 3489 3500 rVB 1147016 2294652 13.40% 5.004%

Sum of corrected areas: 45854798
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016628.D

Aca On : 28 Aug 2018 05:15

Operator : SJ/JU

ﬁ?ggle i J4660-16 082318-TIPC-F-U-S
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016628.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016628.D

Aca On : 28 Aug 2018 05:15

Operator : SJ/JU

ﬁ?ggle i J4660-16 082318-TIPC-F-U-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 2

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

7.53 61.77 ng 1806900 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 exo-Norbornanol. trifluoroacetat... 208 C9H11F302 1000245-87-9 38
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentadiene 66 C5H6 000542-92-7 16
4 1-Penten-3-vne 66 C5H6 000646-05-9 16
5 Silane, bicyclo[2.2.1]hept-5-en-... 226 C7H9CI3Si 014319-64-3 16

Abundance Scan 721 (7.528 min): BM016628.D (-715) (-) m/z 132.00 100.00%
13%.0
5000 66.1
40.1 96.1 A S I I
7.20 7.40 7.60 7.80
0 e e || m/z . 66.10  50.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #61953: exo-Norbornanol, trifluoroacetate (ester)
66.0
94.0
5000
7.20 7.40 7.60 7.80
m/z 68.10 42 .84%
o 125.0 166.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14015: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 134.00 34 .89%
63.0
38.0 J 90.0
N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #362: 1,3-Cyclopentadiene T
66.0 720 7.40 7.60 7.80
m/z 69.10 29.64%
5000{ o4,
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016628.D

Aca On : 28 Aug 2018 05:15

Operator : SJ/JU

ﬁ?ggle i J4660-16 082318-TIPC-F-U-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Propenal, 3-(2,2,6-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.50 6.30 ng 312585 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(2.2.6-trimethvl-7_._.. 194 C12H1802 055759-91-6 64
2 Metacetamol 151 C8H9NO2 000621-42-1 52
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 52
4 Acetaminophen 151 C8H9NO2 000103-90-2 52
5 Tiocarlide 400 C23H32N202S 000910-86-1 50
Abundance Scan 1736 (13.498 min): BM016628.D (-1732) (-) m/z 109.10 100.00%
431 109.1
5000
13.20 13.40 13.60 13.80
of m/z 43.10 79.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51878: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]...
109.0
5000 151.0 R S BRI B
13.20 1340 13.60 13.80
270 81.0 m/z 151.10 55.30%
ol || Ll 1l 1790
'”I"'W""P"'I”"I'”'I"”I"'W""P"'I”"
m/z--> 100 120 140 160 180 200
Abundance #23671: Metacetamol
109.0
13.20 13.40 13.60 13.80
5000 151.0 m/z 41.20 48.21%
43.0
80.0
270 | 63.0 | | 135.0 |
miz--> % 4 e 8 1l 130 140 16 180 200
Abundance #23822: m-Isopropoxyaniline
109.0 13.20 13.40 13.60 13.80
m/z 69.10 25 _.58%
5000
151.0
0L.15.0 41.0 640 M I 135.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016628.D

Aca On : 28 Aug 2018 05:15

Operator : SJ/JU

ﬁ?ggle i J4660-16 082318-TIPC-F-U-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.24 2.41 ng 179903 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 55
2 6H-Indolol3.2.1-dell1.5Tnaphthvr... 256 C15H16N202 050630-67-6 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 6-1sopropvl-3-phenoxvtropolone 256 C16H1603 002904-79-2 35
5 5-n-Butyl-2,4-diamino-6-[p-tolyl... 256 C15H20N4 274679-66-2 35
Abundance Scan 2542 (18.239 min): BM016628.D (-2535) (-) m/z 213.20 100.00%
73.1 218.2
5000 2962
411 129.1
7.2 R U S R B
326.9 2011 18.00 18.20 18.40 18.60
0 - m/z 73.10 88.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #65562: Tridecanoic acid
430|730
5000 HRIRA AL SO BRI B
18.00 18.20 18.40 18.60
12T-° 1710 2140 m/z 60.10  54.55%
0 'H'L:”WHIJ'I""I'"'I""I""I'
m/z--> 50 100 150 200 250 300 350 400
Abundance #92080: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2,3,...
218.0
256.0 " 18.00 18.20 18.40 18.60
5000 184.0 m/z 256.20 53.43%
0||||||||||||| IIMI’I!IIII — T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid B e EAA
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.10 48 .17%
5000 129.0
‘ 185.0 228.0
0..kqJ.théhn.,.u..;....,...., SE—
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082718\

Data File : BM016628.D

Acq On : 28 Aug 2018 05:15

Operator : SJ/JU

ﬁ?ggle i J4660-16 082318-TIPC-F-U-S
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .53 7.53 61.8 ng 1806900 1 8.00 585054 20.0
2-Propenal, 3-(2,... 13.50 6.3 ng 312585 3 14.64 991978 20.0
Tridecanoic acid 18.24 2.4 ng 179903 4 17.39 1492870 20.0
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