LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100962.D

Aca On - 29 Nov 2017 4:-51 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle i 16603-04 1L&1%ﬂD8$4LS
ALS Vial : 39 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-BF110817.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 5.075 505 508 519 rBV 80671 88085 4 _.50% 0.804%
2 5.475 572 576 586 rBV 523625 455411 23.28% 4.156%
3 6.481 743 747 755 rBV 346448 307743 15.73% 2.808%
4 6.628 768 772 775 rBV 1113383 913637 46.71% 8.338%
5 6.857 808 811 815 rBV 426819 334826 17.12% 3.056%

7.016 834 838 841 rBV 1649717 1444118 73.83% 13.179%
7.428 902 908 911 rBV 1028372 1071702 54.79% 9.780%
8.139 1025 1029 1033 rBvV 513026 398815 20.39% 3.640%
9.216 1207 1212 1215 rBV 2238598 1956020 100.00% 17.851%
9.892 1324 1327 1340 rVB2 415289 462381 23.64% 4._.220%

=
QO ~NO®

11 10.639 1450 1454 1458 rVB 143434 110490 5.65% 1.008%
12 10.680 1458 1461 1473 rVB 600744 587921 30.06% 5.365%
13 11.298 1562 1566 1569 rBB 131562 103826 5.31% 0.948%
14 11.380 1577 1580 1584 rBV 401721 343766 17.57% 3.137%

15 11.898 1664 1668 1671 rBV 96138 85924 4_.39% 0.784%
16 12.445 1757 1761 1764 rBB 72191 60166 3.08% 0.549%
17 12.969 1843 1850 1853 rBV 1653399 1531121 78.28% 13.973%
18 13.421 1923 1927 1932 rVB 34312 31991 1.64% 0.292%
19 13.857 1998 2001 2005 rBV2 35948 37083 1.90% 0.338%

20 14.021 2025 2029 2035 rVB 390494 336717 17.21% 3.073%
21 14.263 2067 2070 2074 rBVZ2 20232 23281 1.19% 0.212%
22 15.492 2274 2279 2287 rBV 215392 272542 13.93% 2.487%

Sum of corrected areas: 10957566
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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\BF112817\
BF100962.D

29 Nov
SJ/JU

2017

16603-04

4:51

39 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 5.26 ng 88085 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF100962.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 TR sk 550 540
O SR 830 | w77 8910 52.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS IR L
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 16.69%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 12 .52%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R e R mam
59.0 4.80 500 5.20 5.40
31.0 m/z 41.00 8.43%
5000 41.0
73.0
oL 120 | L 51.0“ | 87.0 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 54_.57 ng 913637 1,4-Dichlorobenzene-d4 6.86
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 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100962.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
010 || B J 520 o) Gbo 680 700
o} e o A o m/z 68.10 37.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.92%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.38%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e Rk amy pEmaE T
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.32%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G | SN ——
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownll.30 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.30 6.04 ng 103826 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-2-oxo-acetic acid. N-T3.... 221 C12H15N03 024451-17-0 47
2 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 38
3 Tris(trimethvisilv)borate 278 C9H27B03Si3 004325-85-3 37
4 Acetamide. 2-(5.7-dimethvl-I1.2.... 389 C21H19N50S 1000304-63-9 30
5 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 25
Abundance Scan 1566 (11.298 min): BF100962.D (-1562) (-) m/z 221.10 100.00%
73.1 221.1
147.1
5000
281.1
369.1 11.00 11.20 11.40 11.60
327.0 401.0
Ol b L L SIS VS sz 731100 86.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221.0
5000 147.0 LI L L L L L
11,00 11.20 11,40 11.60
770 J m/z 147.10 70.89%
oMo im0 |\ |
m/z--> 50 100 150 200 250 300 350 400
Abundance
730 221.0
11,00 11.20 11,40 11.60
5000 147.0 m/z 207.00 38.02%
o 42,0 105.0 179.0 296.0
mz-> 50 100 150 200 250 300 350 400
Abundance #126308: Tris(trimethylsilyl)borate R B B
73.0 221.0 11.00 11.20 11.40 11.60
m/z 281.10 30.80%
5000
133.0 4759 263.0
T N e —
m/z--> 50 100 150 200 250 300 350 400 11,00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl1l1l.90 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.00 ng 85924 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 47
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 33
3 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 33
4 Trisiloxane. octamethvl- 236 C8H2402Si3 000107-51-7 32
5 4-Hydroxybenzyl alcohol, bis(ter... 352 C19H3602Si2 1000364-43-9 28
Abundance Scan 1668 (11.898 min): BF100962.D (-1664) (-) m/z 221.10 100.00%
731 221.1
147.1
5000
281.1
355.1 11.60 11.80 12.00 12.20
41.0 ‘ 400.9
o} SRS iR SRS ESNEPUSY ' NSNMES N 8 SISV S W o m/z 73.10 82.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)-
73.0
147.0
5000 U LA LN BRI U
11.60 11.80 12.00 12.20
221.0 m/z 147.10 67 .35%
0 zg'oi‘\ A1 ‘ 104'0 h 178'q '
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
147.0 221.0
73.0 11.60 11.80 12.00 12.20
5000 m/z 207.00 33.33%
279.0
oL 280 115.0 189.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #153504: 2,6-Dimethyl-3,4-bis(trimethylsilyloxymethyl)pyridin R
730 221.0 11.60 11.80 12.00 12.20
m/z 281.10 33.00%
5000 147.0
178.0
0 39p L ‘\ :!'05'0 | ‘\ i b 2960
m/z--> 0 50 100 150 200 250 300 350 400 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl2.45 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.45 3.50ng 60166  Phenanthrene-di0 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N03 024451-17-0 43
6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 42
thioervthritol. 0.07.S.S"-tetr... 442 C16H4202S2Si4 1000079-30-7 40
rcaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 33

MD mmia

Abundance Scan 1762 (12.451 min): BF100962.D (-1757) (-) m/z 221.10 100.00%
221.1
73.1 147.1
5000
295.1
e
266,9‘ 340,956?'1 12,20 12.40 12.60 12.80
ot TV Tm/z 73.10 0 64.14%
m/z--> 50 100 150 200 250 300 350
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221.0
5000 147.0 R B B m e i e
12.20 12.40 12.60 12.80
77.0 1050 m/z 147.10 60.70%
S S D -
m/z--> 50 100 150 200 250 300 350
Abundance
230 221.0
A
12.20 12.40 12.60 12.80
5000 147.0 m/z 207.00 35.68%
450 178.0
o150 7 103.0 266.0296.0
e e L e e R o m e
m/z--> 50 100 150 200 250 300 350
Abundance #225213: Dithioerythritol, O,0',S,S-tetrakis(trimethylsilyl)
73.0 12.20 12.40 12.60 12.80
m/z 295.10 34 .85%
5000
221.0
147.0
0 45\.0 | \10:!"0 N ‘. 175.0 L {249-0 33?'0
— T e T A
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100962.D

Aca On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7 unknownl3.86 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.86 2.20 ng 37083 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 43
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
3 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si?2 1000364-43-9 38
4 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 38
5 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 37

Abundance Scan 2002 (13.863 min): BF100962.D (-1998) (-) m/z 221.10 100.00%
221.1
147.0
5000 73.0
295.1
43.0 SNBSS £ SN
| |11|1-° |36?'1 13.60 13.80 14.00 14.20
0 oyt Ll Tm/z 147.00 51.97%
m/z--> 50 100 150 200 250 300 350
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221.0
147.0
5000 -
120.0 13.60 13.80 14.00 14.20
770 m/z 73.00 44 .20%
L “ L ——
m/z--> 50 100 150 200 250 300 350
Abundance
147.0 221.0
73.0 13.60 13.80 14.00 14.20
5000 m/z 295.10 32.06%
191.0
117.0 279.0
0 45.0 249.0
— T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #185178: 4-Hydroxybenzyl alcohol, bis(tert-butyldimethylsi... RN Rt R
221.0 13.60 13.80 14.00 14.20
m/z 281.10 30.77%
5000 295.0
73.0
147.0 179.0
0 410 [ M }1\9'0‘ Ll l 253.0 I 35?'0
—— T e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100962.D

Acq On : 29 Nov 2017 4:51

Operator : SJ/JU

Sample : 16603-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.07 5.3 ng 88085 1 6.86 334826 20.0
unknown6 .63 6.63 54_.6 ng 913637 1 6.86 334826 20.0
unknownl1l.30 11.30 6.0 ng 103826 4 11.38 343766 20.0
unknownl11.90 11.90 5.0 ng 85924 4 11.38 343766 20.0
unknownl12 .45 12.45 3.5 ng 60166 4 11.38 343766 20.0
unknownl13.86 13.86 2.2 ng 37083 5 14.02 336717 20.0
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