LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\

Data File : BF108495.D

Aca On = 25 Aug 2018 6:44 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4582-11 082018-SIPIE)E-U-B
ALS Vial : 34 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-BF080818 .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 2.366 3 5 16 rVB 2371834 2507240 55.91% 9.513%
2 5.237 490 493 503 rvB 69748 77229 1.72% 0.293%
3 5.625 555 559 577 rBY 1338844 1210126 26.99% 4.592%
4 6.613 723 727 739 rBV 943605 855922 19.09% 3.248%
5 6.766 749 753 757 rBVY 2452185 2181791 48.66% 8.279%

6 6.995 789 792 796 rBV 867030 773911 17.26% 2.937%
7 7.154 815 819 823 rBV 3064148 2993276 66.75% 11.358%
8 7.566 883 889 892 rBV 2477236 2577173 57.47% 9.779%
9 8.284 1006 1011 1025 rBV 1006488 945978 21.10% 3.589%
10 9.360 1188 1194 1197 rBV 4630322 4484138 100.00% 17.015%
11 9.742 1256 1259 1266 rBV 96731 96242 2.15% 0.365%
12 10.042 1307 1310 1322 rVB 1126903 986079 21.99% 3.742%
13 10.701 1419 1422 1425 rBV 93853 80556 1.80% 0.306%

14 10.836 1441 1445 1453 rBV 1314503 1298202 28.95% 4.926%
15 11.536 1560 1564 1572 rBV 963881 824080 18.38% 3.127%

16 13.124 1829 1834 1837 rBV 3327374 2937160 65.50% 11.145%
17 14.113 1991 2002 2011 rBV6 25177 110891 2.47% 0.421%

18 14.189 2011 2015 2024 rVB 794722 717230 15.99% 2.721%
19 15.742 2271 2279 2293 rVB 483360 697470 15.55% 2.646%

Sum of corrected areas: 26354694
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108495.D

Aca On = 25 Aug 2018 6:44

Operator : JU/SJ

ﬁ?ggle i J4582-11 082018-SIPI-E-U-B
ALS Vial : 34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_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: BF108495.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108495.D

Aca On = 25 Aug 2018 6:44

Operator : JU/SJ

ﬁ?ggle i J4582-11 082018-SIPI-E-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

2.37 64.79 ng 2507240 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 6 (2.372 min): BF108495.D (-3) (- m/z 73.10 100.00%

73.1
5000
43.1 87.1
55.1

35.9 ‘ 67.0 2.40 250 2.60 2.70 2.80
0”"""""""'l""l""l""I""I""I'."!I'l"'ll""l":'I':"'I""I"."I!"I""I""|""|""|"" m/z 87.10 32.47%

m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LI L L L LB L L LB

43.0 2.40 250 2.60 2.70 2.80
- %50 87.0 m/z 43.10 32.25%

29.0
1.35.0, 1| 67.0]|, 80.0
8
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
73.0

240 2.50 2.60 2.70 2.80

5000 m/z 55.10 24.71%
43.0
o 20 150 29035, || 530500660 | 810880
B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73.0 240 2.50 2.60 2.70 2.80

m/z 45.10 9.44%

5000 43.0
58.0
29.0 87.0
o L |

m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108495.D

Aca On = 25 Aug 2018 6:44

Operator : JU/SJ

ﬁ?ggle i J4582-11 082018-SIPI-E-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.77 Concentration Rank 3

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

6.77 56.38 ng 2181790 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108495.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RARSE LR RS SRS
400 541 | 6.40 6.60 6.80 7.00 7.20
o..,....,....,...:,“.'..:,:!..,::~.-.|,..'=~.,5?f‘:?,..!.,.197.-,°....,....,-'...,.. m/z 68.10 41.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL L LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 34.08%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .03%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine SRMNREY NSNS M SRS Sl
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.60%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T AR SR A SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108495.D

Aca On = 25 Aug 2018 6:44

Operator : JU/SJ

ﬁ?ggle i J4582-11 082018-SIPI-E-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.11 3.09 ng 110891  Chrysene-diz 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 91
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 91

Abundance Scan 2002 (14.113 min): BF108495.D (-1991) (-) m/z 57.00 100.00%
5000
13.80 14.00 14.20 14.40
0 m/z 55.00 90.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189051: Trichloroacetic acid, tetradecyl ester
83.0
5000 LA L L L L L LB LB |
13.80 14.00 14.20 14.40
m/z 43.05 88.28%
o 139.0 168.0 196.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0 e
97.0 13.80 14.00 14.20 14.40
5000 m/z 69.05 76.86%
‘ H 125.0
ol L A0 sseo zss
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0 13.80 14.00 14.20 14.40
83.0 m/z 83.10 74 .00%
5000
111.0
139.0
o b et I L L e0 o amo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14. OO 14. 20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082418\

Data File : BF108495.D

Acg On : 25 Aug 2018 6:44

Operator : JU/SJ

ﬁ?ggle i J4582-11 082018-SIPI-E-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
Quant Title : 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... 2.37 64.8 ng 2507240 1 7.00 773911 20.0
unknown6 .77 6.77 56.4 ng 2181790 1 7.00 773911 20.0
Trichloroacetic a... 14.11 3.1 ng 110891 5 14.19 717230 20.0
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