LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 4.979 250 253 264 rBV 693660 1328147 18.02% 2.432%
2 5.402 287 290 293 rBVY 3765077 5841614 79.26% 10.696%
3 6.442 378 381 384 rBVY 3657169 5307059 72.01% 9.717%
4 6.567 389 392 395 rBVY 4575692 5430389 73.68% 9.943%
5 6.796 410 412 423 rBV 1064346 1121038 15.21% 2.053%

6.956 423 426 428 rBV 4483905 4408968 59.82% 8.073%
7.367 459 462 464 rBV 2970213 3300573 44.78% 6.043%
8.087 522 525 527 rBV 1319218 1425632 19.34% 2.610%
9.173 616 620 622 rBV 4893862 7362901 99.90% 13.482%
9.836 676 678 681 rBY 1888092 1775532 24.09% 3.251%

=
QO ~NO®

11 10.636 745 748 750 rBv2 3399072 4460398 60.52% 8.167%
12 11.322 806 808 822 rBV 1905872 1801904 24.45% 3.299%
13 12.797 934 937 945 rBV 179770 253864 3.44% 0.465%
14 12.922 945 948 950 rBV 6035711 7369906 100.00% 13.494%
15 13.962 1036 1039 1041 rBV 1329643 1268447 17.21% 2.323%

16 15.060 1133 1135 1138 rBV 73560 86458 1.17% 0.158%
17 15.380 1160 1163 1165 rBV 843888 1004624 13.63% 1.839%
18 15.425 1165 1167 1174 rVB 143335 211191 2.87% 0.387%
19 15.825 1199 1202 1206 rBV 127695 211277 2.87% 0.387%
20 16.305 1240 1244 1250 rBV 115628 212197 2.88% 0.389%

21 16.854 1288 1292 1300 rBV 74249 160990 2.18% 0.295%
22 17.506 1344 1349 1354 rBV 68873 179733 2.44% 0.329%
23 18.271 1412 1416 1423 rVB 30069 91837 1.25% 0.168%

Sum of corrected areas: 54614679
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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\BF102516\

BF090814.D

25 Oct 2016 18:24

UM/SsJ

PB94297BL

7 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 23.70 ng 1328150 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 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 253 (4.979 min): BF090814.D (-250) (-) m/z 43.10 100.00%
a3
59
5000
101 NARENARE SRR SRR
51 | 60 83 | 4.60 4.80 500 5.20 5.40
Obrrrrrer el e e e m/z 59.10 62.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.69%
15 31 ‘ 101
0'”PL'P”M“”ﬁm'ﬁ{hl“”P'“ﬁ%W'“HL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 m/z 58.10 17.45%
41
0 50 73 86
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
59 4.60 4.80 5.00 5.20 5.40

m/z 41.10 8.48%

5000 41

68
1 50, 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 96.88 ng 5430390 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 392 (6.567 min): BF090814.D (-389) (-) m/z 132.00 100.00%
5000 68
6 T[rrrr|rrrr|yrrrr[rrrrJ|r
40 54 | 6.20 6.40 6.60 6.80 7.00
0 ...,....-,h...u.,:-.'.':??..I,'.'.1.1.?.. N — e m/z 68.10 41.21%
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 SRS L R
o7 6.20 6.40 6.60 6.80 7.00
117 m/z 134.00 34 .35%
o.n,n.w.”w.”.“.”,”.w....”.“.” U,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
69 RS SR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 25.75%
31 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #14006: 5-Aminoindole  Rmae L R

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.62%

5000

104
66
27 51 %g | |

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.00 ng 253864 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 TrimethvlI5-(trimethvlsilv)-2-t. .. 228 C10H20SSi2 017906-71-7 53
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
4 6-Bromo-2-(methvlamino)tropone 213 C8H8BrNO 1000241-43-1 50
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
Abundance Scan 937 (12.797 min): BF090814.D (-934) (-) m/z 213.05 100.00%

213
5000
119 298

91
39 51 65 77 107 | 135 152 165 181 197 12.40 12.60 12.80 13.00 13.20
oL B8 P L0 L e maee ae 1o || 119,00 23. A%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 TTTT TT T 1 TTTT TT T T

12. 40 12 60 12. 80 13. oo 13. 20
119 228 m/z 214.10 17.12%

. 51 65 77 gﬁ 107 | 135 152165 |
T e o e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance

213

12.40 12.60 12.80 13.00 13.20

5000 m/z 228.10 15.38%
73
99 228
o 85 115 163 183 197
B i o e B I L e IR

m/z--> 40 60 80 100 120 140 160 180 200 220

Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethyl- L S LA
213 12. 40 12 60 12. 80 13. 00 13. 20

m/z 91.10 12 _.58%

5000
185
228
oL 5163 7789101 18 | 199 | |

m/z--> 40 60 80 100 120 140 160 180 200 220 12. 40 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.83 4.21 ng 211277 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 1202 (15.825 min): BF090814.D (-1199) (-) m/z 57.10 100.00%
57
85
5000

15.60 15.80 16.00 16.20
3 141 169 213 267
— ,....,....'I,..ﬂ. Ao o1 218 A e M7z 71.10  80.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57
85

5000 L S R e
15 60 1580 16. 00 16. 20

m/z 85.10 56 .59%

o

29 113
. Ll M e 19 g s oo
i
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
s RS
15.60 15.80 16.00 16.20
5000 g5 m/z 43.10 49.24%
2 113 210
0 141 169 103 239 266 309
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147095: Eicosane, 7-hexyl- RS S
57 15.60 15.80 16.00 16.20
m/z 55.05 20.11%
5000 85
113
0 3 | 717 141 165182 211 o5p 281 308 337
) L T A c.Al et
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090814.D

Aca On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample : PB94297BL

Misc :

ALS Vial : 7 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 7 Tetratriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.85 3.20 ng 160990 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1292 (16.854 min): BF090814.D (-1288) (-) m/z 57.10 100.00%

57
85
5000

113
141 169 291 267 16 60 16.80 17.00 17.20
0 ...'.l,l..l.l.-||,!'.J.a,-.-...,....,.~...,....,....,.... m/z 71.10 80.40%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 LN L L L B

16.60 16.80 17.00 17.20
m/z 85.10 58.19%

29
ol bk h‘$ H M ‘ ‘ ‘1§9 197 225 253 281 311337 367 410435
! [ e e e e T e
mz-> 0 50 150 200 250 300 350 400
Abundance
57

16.60 16.80 17.00 17.20

5000 o m/z 43.10 44.14%
29
o 113 141 169 197 225 253 281 309 337 365 394
i b S LA S S
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane S A
57 1660 16.80 17.00 17.20
m/z 99.10 20.46%
85
5000
29 113
o | | | 1777241 160 197 225 253 296
e R
miz—-> 0 50 100 150 200 250 300 350 400 1660 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102516\
Data File : BF090814.D

Acq On : 25 Oct 2016 18:24

Operator : UM/SJ

Sample - PB94297BL

Misc :

ALS Vial : 7 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 23.7 ng 1328150 1 6.80 1121040 20.0
unknown6 .57 6.57 96.9 ng 5430390 1 6.80 1121040 20.0
Phenol, 4,4"-(1-m... 12.80 4.0 ng 253864 5 13.96 1268450 20.0
Heneicosane 15.83 4.2 ng 211277 6 15.38 1004620 20.0
Tetratriacontane 16.85 3.2 ng 160990 6 15.38 1004620 20.0
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