LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090809.D

Aca On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample = PB94289BL

Misc :

ALS Vial : 3 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-BF102116.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 4.979 251 253 264 rBV 523829 900092 15.95% 1.997%
2 5.402 287 290 293 rBY 3269014 4071135 72.13% 9.032%
3 6.442 378 381 383 rBVY 4012850 4891485 86.66% 10.852%
4 6.567 389 392 394 rBVY 4659370 4936194 87.46% 10.952%
5 6.796 410 412 423 rBV 1144092 1175192 20.82% 2.607%

6.956 423 426 428 rBV 3841178 4034385 71.48% 8.951%
7.367 459 462 464 rBV 2250818 2781788 49.29% 6.172%
8.087 522 525 527 rBV 1307933 1478656 26.20% 3.281%
9.162 616 619 622 rBV 4841935 5589880 99.04% 12.402%
9.836 676 678 681 rBVY 1932339 1843424 32.66% 4 _.090%

=
QO ~NO®

11 10.625 745 747 750 rBV2 2621185 3460371 61.31% 7.677%
12 11.322 806 808 821 rBV 1871609 1774213 31.43% 3.936%
13 12.797 934 937 945 rBV 95632 145658 2.58% 0.323%
14 12.911 945 947 950 rBV 4011980 5644266 100.00% 12.523%
15 13.962 1036 1039 1050 rBV 1260228 1326136 23.50% 2.942%

16 15.380 1160 1163 1166 rBV 856525 1019754 18.07% 2.262%

Sum of corrected areas: 45072629
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090809.D

Aca On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample : PB94289BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF090809.D

4000000 6.44 6.96

5.40
3000000

7.37
2000000

6.80
1000000

4.98

ot e e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF090809.D

4000000 12.91

3000000
10.62

2000000 9.84 11.32

8.09
1000000

12.84)

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF090809.D

4000000

3000000

2000000

13.96
1000000 15.38

T D . B B . B B O i

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090809.D

Aca On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample : PB94289BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.98 15.32 ng 900092 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.979 min): BF090809.D (-251) (-) m/z 43.10 100.00%
43
59
5000
s P
83 : : : : :
o..,....,....',':...??.4.',...‘?,9....,.'...,...:,|....,....,....,....,...., m/z 59.10 60.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.45%
31 ‘ 83 o3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.90%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A EEEEE s S ]
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.64%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090809.D

Aca On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample : PB94289BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.57 Concentration Rank 1

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

6.57 84 .01 ng 4936190 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 392 (6.567 min): BF090809.D (-389) (-) m/z 132.00 100.00%
5000 68
% 620 640 6.60 6.80 7.00
40 54 . . . . .
0 82 |1lio 281 m/z 68.10 40.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BRSNS SRR

6.20 6.40 6.60 6.80 7.00

97
‘ ‘ 17 m/z 134.00 34.59%
o.n,n.ﬂhmuﬁh”,””,”.h.ﬂ...”“.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
69 T T
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.43%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.07%
5000
104
66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF102516\
Data File : BF090809.D

Aca On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample : PB94289BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.20 ng 145658 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 4-Bromo-2-(methvlamino)tropone 213 C8H8BrNO 1000241-45-0 53
3 TrimethvlI5-(trimethvlsilv)-2-t. .. 228 C10H20SSi2 017906-71-7 53
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
Abundance Scan 937 (12.797 min): BF090809.D (-934) (-) m/z 213.05 100.00%
213
5000 M
a1 119 228 AR BN SO SULULRN B
39 65 77 107 135 152 165 198 1240 12.60 12.80 13.00 13.20
0 ...,....,.?.1.,.'...,..|..',.'...|i....,....,....1?.1...,.. L Tm/z 119.00  21.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 RN UL UL SULIULN S
1240 12.60 12.80 13.00 13.20
119 228 m/z 228.10 16.22%
o 51 6§ 77 9‘1‘107 135 152165
mz-> 20 40 60 80 100 120 140 1% 180 200 230
Abundance
218
12.40 12.60 12.80 '1'3 00 13.20
5000 134 m/z 214.10 15.88%
186
106
o 15 30 45 7 g1 T 157 172 | 198
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74641: Trimethyl[5-(trimethylsilyl)-2-thienyl]silane # e EEAS AR
213 12.40 12.60 12.80 13.00 13.20
m/z 91.10 11.60%
5000
73
99 228
0 85 | 115 163 183 197 ‘\ ‘
mz-> 20 40 60 80 100 120 140 1% 180 200 20 || | 1240 1260 1280 1300 1320
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102516\
Data File : BF090809.D

Acq On : 25 Oct 2016 16:09

Operator : UM/SJ

Sample - PB94289BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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]
2-Pentanone, 4-hy... 4.98 15.3 ng 900092 1 6.80 1175190 20.0
unknown6 .57 6.57 84.0 ng 4936190 1 6.80 1175190 20.0
Phenol, 4,4"-(1-m... 12.80 2.2 ng 145658 5 13.96 1326140 20.0
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