LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33 Instrument :
Operator : TP / JJ BNA_F

Sample : F4742-03 ClientSampleld :
Misc - DCW-WW-021A-111214
ALS Vial : 22 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-BF111214.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 1.361 22 24 26 rBv 585907 744576 2.76% 1.509%
2 1.967 73 77 94 rVB2 619559 1123436 4.17% 2.277%
3 6.185 442 446 448 rBV 2814230 3800799 14.11% 7.703%
4 7.270 538 541 543 rVB 434401 553991 2.06% 1.123%
5 7.693 571 578 580 rBVY 8614775 26933789 100.00% 54.584%

7.739 580 582 584 rvv 523688 603837 2.24% 1.224%
7.773 584 585 587 rvB 390180 283715 1.05% 0.575%
8.242 624 626 629 rBvV 416063 525227 1.95% 1.064%
8.459 635 645 648 rBvV 349966 1191577 4.42% 2.415%
9.476 732 734 737 rBV 525025 598380 2.22% 1.213%

=
QO ~NO®

11 10.482 819 822 824 rBV 1109441 1141653 4.24% 2.314%
12 11.316 892 895 897 rBvV 265823 273008 1.01% 0.553%
13 12.299 978 981 986 rvB2 662889 978026 3.63% 1.982%
14 12.448 991 994 997 rBV 369825 620239 2.30% 1.257%
15 13.168 1054 1057 1059 rVvB 227618 277257 1.03% 0.562%

16 13.397 1070 1077 1080 rBV 2817990 7683779 28.53% 15.572%
17 13.454 1080 1082 1091 rVB 202170 311357 1.16% 0.631%
18 15.157 1228 1231 1233 rBV 1098346 1080912 4.01% 2.191%
19 16.460 1342 1345 1347 rBV 241178 315983 1.17% 0.640%
20 18.197 1494 1497 1500 rBV 213971 302053 1.12% 0.612%

Sum of corrected areas: 49343594
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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\BF111414\

BF075595.D

16 Nov 2014 22:33

™ /7 JJ

F4742-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

DCW-WW-021A-111214
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Cyclohexanone Concentration Rank 7

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

6.18 2.82 ng 3800800 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 78
2 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 52
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 43
4 2H-Imidazol-2-one. 1.3-dihvdro-4... 98 C4H6N20 001192-34-3 38
5 2-Methyl-3,4,5,6-tetrahydropyrazine 98 C5H10N2 344240-21-7 36

Abundance Scan 446 (6.185 min): BF075595.D (-442) (-) m/z 55.00 100.00%
55
42
5000
98
|‘ °2 580 6.00 620 6.40 6.60
83 : . . . .
0...,”..,.”.,.?ﬁl.”4g"L,??.“..??ph..“...“..., m/z 42.10 74.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3103: Cyclohexanone
42 55
5000 RS AR RS AREE
27 98 580 6.00 620 6.40 6.60
69 m/z 41.10 33.21%
ol Bl P
miz--> R N R N
Abundance
42
55 o8 580 6.00 620 6.40 6.60
5000 69 m/z 98.10 33.03%
27
83
33 49 63
S S S UL SR IS UL UL UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #558: Cyclobutane, methyl- e
a4 5.80 6.00 6.20 6.40 6.60
m/z 39.10 23.88%
5000
55
27 ‘ 70
o 15 [l a9 | 62 |
m/z--> 10 20 30 40 50 6 70 8 9 100 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

Sample : F4742-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 1-Hexanol, 2-ethyl- Concentration Rank 5

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

7.69 20.00 ng 26933800 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 53
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 45
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 42
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 40

Abundance Scan 578 (7.693 min): BF075595.D (-571) (-) m/z 57.10 100.00%
57
5000 a1 //\
“ w8 740 7.60 7.80 8.00
98 - - - -
Obrrprrrrprrre et 20l ll 9L T2 129 0 Thyz o 41.10 0 40.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000 41 R U UL R
29 7.40 7.60 7.80 8.00
70 83 m/z 43.05 35.43%
0"'I'%?'I""I""I"'?P“"I""I""I""I"ﬁﬁ""%%?"l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
740 7.60 7.80 8.00
5000 41 m/z 55.10 28.57%
29
69 ’
o 50 77 84 104 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12288: Heptane, 2,5-dimethy!- A E e e
57 7.40 7.60 7.80 8.00
m/z 56.10 22.41%
5000 M
29 71 99
0 14 | ‘ ‘\ 50\‘ | \H 85 \‘ 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Hexanoic acid, 2-ethyl- Concentration Rank 3

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

8.46 39.83 ng 1191580 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 645 (8.459 min): BF075595.D (-635) (-) m/z 73.00 100.00%
7B
5000 4t :
101
\ | 129 8.20 8.40 8.60 8.80
L m/z 88.00 79 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000
41 8.20 8.40 8.60 8.80
‘ 101 m/z 41.10 50.35%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
88
8.20 8.40 8.60 8.80
5000 m/z 57.10 43_.44%
41
0 K 158
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester L B A RAE
4 88 8.20 8.40 8.60 8.80
m/z 55.10 29.12%
5000 7
o M in‘il ‘!;09 135155173 214 242 272294313 355
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Benzothiazole Concentration Rank 6

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

9.48 20.00 ng 598380 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 72
4 Adenine 135 C5H5N5 000073-24-5 64
5 1H-Indole, 5-fluoro- 135 C8HG6FN 000399-52-0 64

Abundance Scan 734 (9.476 min): BF075595.D (-732) (-) m/z 135.00 100.00%
35
5000 108
69 LN L I I I
4 45 58 82 91 9.20 9.40 9.60 9.80
(o} T m/z 108.00 35.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14922: Benzothiazole
135
5000 R R LR
108 9.20 9.40 9.60 9.80
69 82 m/z 69.00 19.95%
45 58 91
0...,??ﬁ%J.mﬂph.”,h.h.,.n”,...ﬁ,...w....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
920 940 9.60 9.80
5000 m/z 63.00 11.86%
- 108
45 54 82 a
L B L L W UL UL LN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91179: 3-Allylbenzothiazolium bromide e Emam s e R
135 9.20 9.40 9.60 9.80
m/z 82.00 11.24%
5000 41
108
69
oLas 27 | % T 829 L w9 am
m/z--> 25 Jo eb 86 160 150 150 160 1éo 950 gho 9%0 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 2(3H)-Benzothiazolone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 44 .74 ng 620239 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 43
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 38
4 4-Methoxvformanilide 151 C8H9NO2 023896-88-0 35
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
Abundance Scan 994 (12.448 min): BF075595.D (-991) (-) m/z 151.00 100.00%
% 1
123
5000
45 69 A SN SN BN BN
37 6 78 12.20 12.40 12.60 12.80
Obr et LBl TE8e 106 b n/z 96.00  77.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23617: 2(3H)-Benzothiazolone
151
5000 96 123 RIS SN SUNLN BN B
12.20 12.40 12.60 12.80
m/z 123.00 60.84%
27 3845 5361 % 7886 | 106 ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
' 12:20 12.40 12,60 12.80
5000 m/z 69.00 14 _.45%
96
45 70 122
o 58 79 gg 106 135
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23579: 6-Methyl-7-0x0-4, 7-dihydro-triazolo(3,2-c)triazine e AL SR
151 12.20 12.40 12.60 12.80
o 123 m/z 45.00 11.84%
5000
42 54 83
0'P'”P”'“”W'LW”'M”“IL”P?ﬁP”'P”W'“W”'W””Ih”P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 6 Hexanedioic acid, mono(2-et... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.40 554.27 ng 7683780 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 91
2 Cvclobutanecarboxvlic acid. pent... 170 C10H1802 1000280-40-2 35
3 Cvclopentane. 1.1.3.3-tetramethvl- 126 C9H18 050876-33-0 35
4 Cvclohexanecarboxvlic acid. 3-me... 198 C12H2202 025183-19-1 35
5 iso-Amyl tiglate 170 C10H1802 066917-62-2 35

Abundance Scan 1077 (13.397 min): BF075595.D (-1070) (-) m/z 55.10 100.00%

29

->

5000
13.00 13.20 13.40 13.60 13.80
142
0 a2t 172183 201212 | Tn/z 129.10  95.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93153: Hexanedioic acid, mono(2-ethylhexyl)ester
129
55 70
111
5000 41 83 AL L
13.00 13.20 13.40 13.60 13.80
29 HF m/z 70.10 81.27%
147
O AL M) “ ,‘L‘. e el 160172 199 212
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 101
e R e
13.00 13.20 13.40 13.60 13.80
5000 70 83 m/z 57.10 61.87%
27 43
113
Ot bt M e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11255: Cyclopentane, 1,1,3,3-tetramethyl- R A AL I o o o
55 70 13.00 13.20 13.40 13.60 13.80
41 11 m/z 41.05 58.30%
5000
27 97
83
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60 13.80

8270-BF111214 .M Mon Nov 17 18:19:57 2014 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\

Data File : BF075595.D

Aca On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Diphenyldimethylsilane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 22.46 ng 311357 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvldimethvlsilane 212 C14H16Si 000778-24-5 62
2 1-Acetvl-4.6.8-trimethvlazulene 212 C15H160 000834-97-9 58
3 Benzenemethanol. 2.3.4.5.6-penta... 212 C8H5F50 075853-08-6 58
4 1H-Pvrazole. 1l.4-bis(trimethvlsi... 212 C9H20N2Si2 052805-95-5 50
5 Benzo[d,E]isocoumarin, 3,3-dimet... 212 C14H1202 005723-17-1 50
Abundance Scan 1082 (13.454 min): BF075595.D (-1080) (-) m/z 197.10 100.00%
197
5000
77 91103 119 212 AU JUN N I
39 51 65 135 152 165 179 | 13.20 13.40 13.60 13.80
Y B A NV VR RS NSO Ul A N m/z 103.00 19.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64476: Diphenyldimethylsilane
197
5000 ----u---4?----|----|---
13.20 13.40 13.60 13.80
219 m/z 91.10 14.17%
ol 29 % 5567 70 937010 15 50165 181 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
197
R e
13.20 13.40 13.60 13.80
5000 m/z 198.10 14.10%
212
0 28 43 63 76 91102 115128141 153165 187
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64750: Benzenemethanol, 2,3,4,5,6-pentafluoro-.alpha.-met... s b e
197 13.20 13.40 13.60 13.80
m/z 212.10 14.03%
5000
212
oL 15 29 43 g 75 g7 9 11915 149 1694 ~
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111414\

Data File : BF075595.D

Acq On : 16 Nov 2014 22:33

Operator : TP / JJ

3?22 le - F4742-03 DCW-WW-021A-111214
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
Cyclohexanone 6.18 2.8 ng 3800800 1 7.56 26933800 20.0
1-Hexanol, 2-ethyl- 7.69 20.0 ng 26933800 1 7.56 26933800 20.0
Hexanoic acid, 2-... 8.46 39.8 ng 1191580 2 9.13 598380 20.0
Benzothiazole 9.48 20.0 ng 598380 2 9.13 598380 20.0
2(3H)-Benzothiazo... 12.45 44.7 ng 620239 4 13.17 277257 20.0
Hexanedioic acid,... 13.40 554.3 ng 7683780 4 13.17 277257 20.0
Diphenyldimethyls... 13.45 22.5 ng 311357 4 13.17 277257 20.0
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