LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 height area % max. total
1 5.556 214 216 219 rBV 369871 342002 21.23% 2.926%
2 5.944 248 250 253 rBVY 774813 924543 57.38% 7.910%
3 6.344 283 285 288 rBB 24118 24602 1.53% 0.210%
4 6.561 303 304 309 rBvY 25416 32694 2.03% 0.280%
5 6.939 335 337 339 rBV 1274447 1008299 62.58% 8.627%
6 7.099 349 351 354 rBY 789311 991696 61.55% 8.485%
7 7.339 370 372 374 rBB 332766 262149 16.27% 2.243%
8 7.499 384 386 388 rBvY 1003087 814773 50.57% 6.971%
9 7.887 418 420 423 rBV 474555 568726 35.30% 4.866%
10 8.630 483 485 487 rBvVY 455094 361537 22.44% 3.093%
11 9.579 566 568 570 rBv2 21668 20227 1.26% 0.173%
12 9.705 577 579 581 rVB 1748594 1339536 83.14% 11.461%
13 10.093 610 613 615 rBV 81568 69193 4_29% 0.592%
14 10.288 627 630 634 rBV 17926 33394 2.07% 0.286%

15 10.402 637 640 642 rVB 502105 416418 25.84% 3.563%

16 11.190 707 709 712 rBV 862595 798807 49.58% 6.835%
17 11.396 724 727 730 rBV2 7542 16691 1.04% 0.143%
18 11.899 769 771 774 rBV 475813 437483 27.15% 3.743%
19 12.756 835 846 849 rBv4 26059 124443 7.72% 1.065%
20 13.019 868 869 879 rvB5 14309 35807 2.22% 0.306%

21 13.602 918 920 923 rBV 1670640 1611278 100.00% 13.786%
22 14.276 976 979 984 rVB3 11792 26261 1.63% 0.225%
23 14.688 1013 1015 1021 rBV 157753 203945 12.66% 1.745%
24 14.917 1032 1035 1037 rBV 462164 524159 32.53% 4._.485%

25 15.122 1051 1053 1056 rBV 17331 26715 1.66% 0.229%

26 15.557 1089 1091 1095 rBV2 29300 44155 2.74% 0.378%

27 15.980 1126 1128 1131 rBV 15949 27667 1.72% 0.237%

28 16.848 1201 1204 1207 rBV 374556 547472 33.98% 4.684%

29 17.545 1263 1265 1272 rVB6 22818 53073 3.29% 0.454%
Sum of corrected areas: 11687745
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On : 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080039.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.56 26.09 ng 342002 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 216 (5.556 min): BF080039.D (-214) (-) m/z 43.10 100.00%
a3
59
5000
ot 520 540 560 580
83 : : - :
o...,....,....,....','::..?.1.:],...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 58.38%
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 59 520 540 560 580
m/z 101.10 19.14%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 M m/z 58.10 15.73%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8114: 3-Hexanol, 4-methyl- A L I o o
59 520 5.40 5.60 5.80
m/z 41.10 8.77%
5000 41
31
“ 69 87
0'"v%?w"Jh"“HN'“?%MLi“'Jh"'w"w"%ﬁ"“l'“'|'“'|“"|“"| L IR L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

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

6.56 2.49 ng 32694 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
3 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 7
4 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 5
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 4

Abundance Scan 304 (6.561 min): BF080039.D (-303) (-) m/z 45.10 100.00%
45
5000 59
| | 59 620 640 660 680
Ol et el e e Tm/z 59.10  43.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 AN RN R IR
6.20 6.40 6.60 6.80
31 90 m/z 58.10 19.73%
15 75
o 25 \‘ 39 || ‘ | 102
R AN A RS RS RS RS RS RARSS AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
15 45
SRS ARASEBARSERARRS
81 59 6.20 6.40 6.60 6.80
5000 m/z 43.00 15.49%
75 90
G L S U I UL S UL L IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2233: Acetic acid, hydroxy-, methyl ester e
31 6.20 6.40 6.60 6.80
m/z 90.10 12 .50%
5000 59
0 Il \4.‘5 111 75 90
LN IR S UL S UL SURLLIL SURILL SURL UL S AR SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.10 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.10 75.66 ng 991696 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 351 (7.099 min): BF080039.D (-349) (-) m/z 132.10 100.00%

5000

6.80 7.00 7.20 7.40

01 m/z 68.10 54 _.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 |||||||A|||||||||||||||||
6.80 7.00 7.20 7.40
m/z 66.10 34.97%
J 15 28 3 = 6 77 90 104
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R L e  Eammans
6.80 7.00 7.20 7.40
5000 m/z 134.00 31.57%

33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #2742: 2-Cyclohexen-1-one e R e Eaaa

68 6.80 7.00 7.20 7.40
m/z 69.10 21.16%

5000
39 96
27

o] S Y1 VO ¥ S M. S LU SRS/ RN .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.76 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.76 5.69 ng 124443 Phenanthrene-d10 11.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 46
2 2(1H)-Naphthalenone, octahydro-1... 180 C12H200 022738-31-4 38
3 Longifolenaldehyde 220 C15H240 019890-84-7 27
4 3-Tetradecyne 194 C14H26 060212-32-0 22
5 7-Tetradecyne 194 C14H26 035216-11-6 22

Abundance Scan 846 (12.756 min): BF080039.D (-835) (-) m/z 69.10 100.00%

[6)]
o1

SN
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95 109123
149 191
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‘H ‘ ““ ‘ ”7 | | | 1240 12. 60 1280 1300
O - e e e e e et m/z 123.10 96.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
55 81
95
5000 LI L L L L L L L

12.40 12.60 12.80 13.00
m/z 55.10 94.26%

137150 166 195

223

252

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
69 B e
12. 40 12. 60 12. 80 13.00
5000 95 125 m/z 67.10 93.26%
180
a2 109
oh 38152165
N A o e o e B AN REEEREERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69487: Longifolenaldehyde
81 95 109 12.40 12.60 12.80 13.00
m/z 95.10 92.18%
41 67
135
5000 149 2 220
163 187
28 , p2
ol l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Trichloroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.69 7.78 ng 203945 Chrysene-di12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91

Abundance Scan 1015 (14.688 min): BF080039.D (-1013) (-) m/z 57.10 100.00%
43 57 83
97
5000
R e R R
208 14.40 14.60 14.80 15.00
O e b m/z 55.10 96.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83
5000 LA L L L L LN

14.40 14.60 14.80 15.00
m/z 43.10 94.60%

125

139153167182 210

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 g3 A
97 14.40 14.60 14.80 15.00
5000 m/z 83.10 88.91%
29 111
1pe 141
. 166180 196 222 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester R BEEEEEE e
14.40 14.60 14.80 15.00
83 m/z 97.10 78 .34%
5000
125
o 139153167181196 224
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061715\
Data File : BF080039.D

Acq On 17 Jun 2015 23:25

Operator : TP/1Z

Sample : G2651-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.56 26.1 ng 342002 1 7.34 262149 20.0
Ethanol, 2-(2-met... 6.56 2.5 ng 32694 1 7.34 262149 20.0
unknown7 .10 7.10 75.7 ng 991696 1 7.34 262149 20.0
unknownl2.76 12.76 5.7 ng 124443 4 11.90 437483 20.0
Trichloroacetic a... 14.69 7.8 ng 203945 5 14.92 524159 20.0
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