LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On : 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 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-BF032217.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 2.057 21 29 45 rVB 301322 560585 11.89% 1.830%
2 2.298 66 70 74 rVB 51459 61319 1.30% 0.200%
3 2.416 85 90 96 rBv 76639 94464 2.00% 0.308%
4 3.675 300 304 311 rBV 228012 262518 5.57% 0.857%
5 4.004 355 360 365 rBV 259964 278031 5.90% 0.908%
6 4.445 431 435 444 rVB 2048437 1948760 41.32% 6.362%
7 4.787 489 493 496 rVB 64013 55365 1.17% 0.181%
8 5.522 614 618 627 rBY 1216357 1258969 26.69% 4.110%
9 5.628 631 636 640 rBY 3428260 3484587 73.89% 11.376%
10 5.857 671 675 679 rBV 981972 902067 19.13% 2.945%

11 6.039 701 706 709 rBV 3393809 3486924 73.93% 11.383%
12 6.516 780 787 790 rBV 2423106 2746555 58.24% 8.966%
13 7.363 926 931 933 rBV 1311746 1226786 26.01% 4_005%
14 7.386 933 935 938 rVvB 344014 287604 6.10% 0.939%

15 7.798 1001 1005 1009 rBV 65611 60058 1.27% 0.196%
16 8.692 1151 1157 1160 rVB 4356778 4716210 100.00% 15.396%
17 9.027 1206 1214 1222 rBV2 26951 61121 1.30% 0.200%
18 9.180 1237 1240 1245 rBV 45536 48395 1.03% 0.158%

19 9.351 1261 1269 1276 rVB 55001 106014 2.25% 0.346%
20 9.504 1291 1295 1299 rBV2 1229999 1178237 24.98% 3.846%

21 9.539 1299 1301 1306 rVB 104640 91295 1.94% 0.298%
22 10.486 1457 1462 1466 rBV 1759421 1979008 41.96% 6.461%
23 11.216 1583 1586 1593 rVB2 52460 80444 1.71% 0.263%
24 11.327 1601 1605 1609 rBV 1011088 986215 20.91% 3.220%
25 12.033 1720 1725 1728 rBV2 58905 79681 1.69% 0.260%
26 12.074 1728 1732 1734 rBV4 38983 63304 1.34% 0.207%
27 12.380 1780 1784 1790 rBV2 48390 74056 1.57% 0.242%

28 13.309 1937 1942 1946 rBV 2543485 2943098 62.40% 9.608%
29 14.586 2155 2159 2162 rBV 720772 761705 16.15% 2.487%
30 16.221 2433 2437 2443 rBV 605138 748832 15.88% 2.445%

Sum of corrected areas: 30632207
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF040717\

BF094282.D

7 Apr 2017 19:34

SJ/MA

12595-07

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.06 Concentration Rank 3

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

2.06 12.43 ng 560585 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silanediol. dimethvl- 92 C2H802Si 001066-42-8 43
2 Mercaptamine 77 C2H7NS 000060-23-1 2
3 Dimethoxvamine 77 C2H7NO2 007487-32-3 1
4 1.5-Hexadiene. 3.3.4.4-tetrafluoro- 154 C6HG6F4 001763-21-9 1
5 Ethyl fluoroformate 92 C3H5F02 000461-64-3 1

Abundance Scan 29 (2.057 min): BF094282.D (-21) (-) m/z 77.00 100.00%
77
5000
45
| 59 92 2.002.10 2.20 2.30 2.40 2.50
B e B L o o m/z 45.00 15.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2353: Silanediol, dimethyl-
77
5000

2.002.10 2.20 2.30 2.40 2.50
m/z 78.00 6.32%

45
30 38 | 50 5964

88
Il 1l
L A i o e o e o o o e |
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30
2.002.10 2.20 2.30 2.40 2.50
5000 m/z 79.00 3.73%
42 59 77
T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #963: Dimethoxyamine
31 2.002.10 2.20 2.30 2.40 2.50
m/z 59.00 3.52%
5000
15
46 -
2 41 7
...,.ll‘.,..ﬁ.,.‘...,‘l‘H..‘,Sl...‘a‘i‘....,7.2..‘.,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 2.002.10 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown2.42 Concentration Rank 6

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

2.42 2.09 ng 94464 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.3-dichloro- 112 C3H6CI2 000142-28-9 12
2 Benzaldehvde. 4-benzvloxv-2-fluo... 246 C14H11F03 141523-16-2 9
3 Thiourea 76 CH4N2S 000062-56-6 5
4 Carbon disulfide 76 CS2 000075-15-0 4
5 Monobutyl carbonotrithioate 166 C5H10S3 044747-15-1 4

Abundance Scan 91 (2.422 min): BF094282.D (-85) (-) m/z 91.00 100.00%
il
76
5000
| ‘ | ‘ 200 220 240 2.60 2.80
W.ﬂw..h".,... rrebe e e || M7z 76,000 65 73%
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #6046: Propane, 1,3-dichloro-
41 76
5000 SEEBSNRESE RN S
27 2.00 2.20 2.40 2.60 2.80
63 m/z 56.05 29.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
2.00 2.20 2.40 2.60 2.80
5000 m/z 93.00 29.92%
49 65
78 105 127141155 170 199 215 246
m/z--> ﬁo 45 éo éo 160 120 150 160 180 200 220 250
Abundance #956: Thiourea
43 76 2.00 2.20 2.40 2.60 2.80
m/z 78.00 21.99%
5000 60
..1.3:‘,.‘..“.‘,“%.‘,... e T SRS TP L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclotrisiloxane, hexamethyl- Concentration Rank 5

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

3.67 5.82 ng 262518 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
3 Cvclopentene-1-carboxvlic acid. ... 332 C23H2402 1000159-40-6 38
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 38
5 1H-Indole, 6-methyl-2-phenyl- 207 C15H13N 066354-87-8 9

Abundance Scan 303 (3.669 min): BF094282.D (-300) (-) m/z 207.05 100.00%
207
5000
5 5 75 9|6 119 18 147 163 177 1 | 340 3.60 3.80 4.00
e e P b || M7z 208.00 24 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207
5000 IREBE ARSI S

3.40 3.60 3.80 4.00
m/z 209.00 14.61%

96
15 28 45 61 75 | 119 133 147 163277 191 |
L o e B AL s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
207
e
3.40 3.60 3.80 4.00
5000 m/z 96.00 14 .23%
39
51 63 74 87 gg 115126 139 152 165 47g 101
L e L L

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #133950: Cyclopentene-1-carboxylic acid, 4-[2-(diphenylmet... i e am mam
207 3.40 3.60 3.80 4.00
m/z 191.00 10.48%
5000
91 129
165
204 T 79 | 109h° | 1112 || 1S 13

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.00 6.16 ng 278031 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 359 (3.998 min): BF094282.D (-355) (-) m/z 43.00 100.00%
43
59
5000
10 360 380 4.00 4.20 4.40
...,....,....,....-,':'...??.41,..‘?.7,....,E.‘?..,...:,|....,....,....,....,...., m/z 59.00 56.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 P e
3.60 3.80 4.00 4.20 4.40
59 101 m/z 101.10 19.58%
20 34 | 51 ‘ 67 8 91
mz> 10 20 30 40 50 80 70 80 0 100 110 130 130 140
Abundance
43
- 360 380 4.00 4.20 4.40
5000 m/z 58.00 14 .29%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EERmE R
50 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.94%
5000 41
68
”'I"”I'"W"'jPL"I”"I”"I'”'I"”I"'W""P"'I}%§I'”'%4?'W INSEBENAEDE SSRBE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094282.D

Aca On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample = 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 unknown5.63 Concentration Rank 2

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

5.63 77.26 ng 3484590 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 636 (5.628 min): BF094282.D (-631) (-) m/z 132.00 100.00%
5000 68
6 ——
40 _ s 75 104 5.20 5.40 5.60 5.80 6.00
N — T ??.l.'....,..5.‘.7,..!.,.':..,.1.1.5.,...., - m/z 68.10 40.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S IR S
5.20 5.40 5.60 5.80 6.00
78 m/z 134.00 32.45%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 5.60 580 6.00
5000 67 m/z 66.10 24.15%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132 5.20 5.40 5.60 5.80 6.00

m/z 69.05 15.58%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094282.D

Acq On > 7 Apr 2017 19:34

Operator : SJ/MA

Sample - 12595-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
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]
unknown?2 .06 2.06 12.4 ng 560585 1 5.86 902067 20.0
unknown?2 .42 2.42 2.1 ng 94464 1 5.86 902067 20.0
Cyclotrisiloxane, ... 3.67 5.8 ng 262518 1 5.86 902067 20.0
2-Pentanone, 4-hy... 4.00 6.2 ng 278031 1 5.86 902067 20.0
unknown5.63 5.63 77.3 ng 3484590 1 5.86 902067 20.0
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