LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO050716\

Data File : BF086793.D

Acg On : 8 May 2016 00:26 Instrument :
Operator : UM/SJ BNA_F

Sample - H2882-05 ClientSampleld :
Misc : MWHRA4-9

ALS Vial : 63 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-BF050416_.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 4.876 242 244 248 rBY 126033 199857 3.09% 0.450%
2 5.310 280 282 299 rBV 2664115 3001732 46.45% 6.763%
3 5.710 313 317 322 rBvY 40025 65707 1.02% 0.148%
4 6.362 372 374 379 rBV 1959074 1964973 30.41% 4.427%
5 6.476 382 384 387 rBV 4736165 4654622 72.03% 10.488%
6 6.705 402 404 406 rBV 972265 1113980 17.24% 2.510%
7 6.853 415 417 420 rBV 3293671 4219415 65.29% 9.507%
8 7.276 451 454 456 rBV 3585837 3864379 59.80% 8.707%
9 7.447 468 469 475 rvB2 91236 112568 1.74% 0.254%
10 7.928 508 511 514 rBvV 151940 148342 2.30% 0.334%

11 7.985 514 516 519 rBV 1271256 1432468 22.17% 3.228%
12 9.070 607 611 613 rBVY 5724302 6462419 100.00% 14.561%
13 9.471 643 646 650 rBv 59097 92866 1.44% 0.209%
14 9.676 662 664 665 rBv 95572 83302 1.29% 0.188%
15 9.733 665 669 672 rvv2 1524378 1790120 27.70% 4_.033%

16 10.179 705 708 709 rvB 107873 126991 1.97% 0.286%
17 10.259 713 715 718 rBV 51380 67679 1.05% 0.152%
18 10.385 724 726 730 rBV 196497 216590 3.35% 0.488%
19 10.533 736 739 745 rBV2 3077917 4223567 65.36% 9.517%
20 10.648 747 749 755 rVB 436539 462436 7.16% 1.042%

21 10.831 763 765 770 rVvB2 96985 154180 2.39% 0.347%
22 11.094 784 788 796 rBV2 49993 69762 1.08% 0.157%
23 11.219 796 799 801 rBV 1408650 1462517 22.63% 3.295%
24 11.756 844 846 854 rBV2 83181 139837 2.16% 0.315%
25 12.545 912 915 920 rBV 42485 84931 1.31% 0.191%

26 12.625 920 922 925 rBV 196785 226084 3.50% 0.509%
27 12.705 925 929 935 rvB2 106757 133756 2.07% 0.301%
28 12.808 935 938 940 rBV 4182027 5245328 81.17% 11.819%
29 13.334 982 984 986 rBV 159431 149861 2.32% 0.338%
30 13.368 986 987 989 rvv 214073 239680 3.71% 0.540%

31 13.711 1014 1017 1023 rBV 81458 141287 2.19% 0.318%
32 13.848 1026 1029 1031 rBV 810793 1055407 16.33% 2.378%
33 14.922 1120 1123 1125 rBV 40739 69201 1.07% 0.156%
34 15.220 1146 1149 1156 rBV 594232 905517 14.01% 2.040%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 44381361
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086793.D

5000000 6.48

4000000
7.28
6.85

3000000 531

2000000 6.36

1000000 6.70

o 4.88 571 L7.45
e L e e e e e L e e e L A e oo e B LA E s s s s s s s s S B L

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: BF086793.D
9|07

5000000

12.81
4000000

10.53
3000000

2000000

9.73
7 08 11.22

1000000
10.65 ,

38 1533 ;
9.47 9. 1010688, 10.83 11.0 11.76 12883 3 137

DA
LI B

e e S e O e e L

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: BF086793.D

5000000

4000000

3000000

2000000

10000001.3.85 15.22

14.92

e ——ee—— e  — — -

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\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 6

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

4.88 7.18 ng 199857 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 244 (4.876 min): BF086793.D (-242) (-) m/z 43.05 100.00%
a3
5000 59
101 "AEY ak0 Eng B
4.60 4.80 5.00 5.20
Ol B3l 8 Twm/z B59.10 47.24%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL IR
59 460 480 500 5.20
m/z 101.10 12.85%
o 25 3! 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
460 480 500 520
5000 57 m/z 58.05 12.65%
29
101
37 50 78
S UL SR SIS SIS I UL IULILL UL WAL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3602: 1-Propen-2-ol, acetate
43 4.60 4.80 5.00 5.20
m/z 41.10 9.32%
5000
58
m/z--> 10 20 30 40 50 6 70 8 9 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown6.48 Concentration Rank 1

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

6.48 167.14 ng 4654620 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 384 (6.476 min): BF086793.D (-382) (-) m/z 132.10 100.00%
132
5000 c8
4|° a0 %ol w ® 104 e 620 640 6.60 680
3 N—— .--" b e 87 L e 115 Wl "m/z 68.05  51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR L
6.20 6.40 6.60 6.80
21 70 m/z 66.10 36.31%
. 4451 60 | 77 g5 | 105 136 |
mz> 10 20 % 4 50 60 7o 8 9 10 110 120 130 140
Abundance
132
S AR RS AR A
69 104 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.70%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e amm e e  RREa
132 6.20 6.40 6.60 6.80
m/z 69.10 21.86%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 4 1-Nonene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.93 4.14 ng 148342 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonene 126 C9H18 000124-11-8 91
2 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 90
3 1-Dodecanol 186 C12H260 000112-53-8 90
4 Cyclopropane, octyl- 154 C11H22 001472-09-9 86
5 1-Dodecene 168 C12H24 000112-41-4 86

Abundance Scan 511 (7.928 min): BF086793.D (-508) (-) m/z 41.10 100.00%
55
5000 69
83
97 S
111 7.60 7.80 8.00 8.20
125 140
o] ...“.H.“n..“...“...“...“..., m/z 43.10 98.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11140: 1-Nonene
3 55
69
5000 29 LA L L L L L LN |
83 g7 7.60 7.80 8.00 8.20
‘ ‘ m/z 55.10 84 .68%
126
I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
R e BB RRARE
69 7.60 7.80 8.00 8.20
5000 83 m/z 56.10 68.91%
97
111 126
0 139 154165 181192 208
L o o o R LR B S|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46855: 1-Dodecanol o R
43 55 7.60 7.80 8.00 8.20
69 m/z 57.10 50.41%
5000 29 83
o7
111
0 ...,.‘J..hl..”v,.dk.,‘L .JH..‘l.l??.}?Q. B — A M S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Tributyl phosphate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.38 4.84 ng 216590 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 90
2 Tetrabutylammonium t-butylphosphite 379 C20H46NO3P 1000164-81-7 39
3 2-Butenedioic acid (Z2)-, dibutyl... 228 C12H2004 000105-76-0 38
4 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 38
5 n-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-63-6 36
Abundance Scan 726 (10.385 min): BF086793.D (-724) (-) m/z 99.00 100.00%
99
5000
a1 57 155 RIS BN SRR B
I 82 125 | g3 21 10.00 10.20 10.40 10.60
o} BN 0 NN RN N — m/z 57.10 26.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97592: Tributyl phosphate
99
5000 AUVARUARUAREE
10.00 10.20 10.40 10.60
41 g7 155 11 m/z 41.10 22.48%
o 2% | | e 125 ‘ 183 | 237
m/z--> 25 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
99
139 RIS BN SRR I
10.00 10.20 10.40 10.60
5000 - m/z 155.10 16.33%
31 155
81 195
o 123 179 | 211227 251 286
mﬁmﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74771: 2-Butenedioic acid (2)-, dibutyl ester
99 10.00 10.20 10.40 10.60
m/z 43.10 9.81%
57
5000
29 117
155
ol 1, 82 139 | 113 199 229
m/z--> 20 45 eb 85 100 120 140 160 180 200 220 240 260 280 300 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 12.65 ng 462436 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 93
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 70
3 Benzene, 1-methyl-2-nitroso- 121 C7H7NO 000611-23-4 58
4 1-Benzyl-3-hydroxypicolinic acid... 229 C13H11NO3 1000212-09-1 47
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 46
Abundance Scan 749 (10.648 min): BF086793.D (-747) (-) m/z 91.10 100.00%
o
5000
a3 5 71 155 185
121
10.40 10.60 10.80 11.00
ol gl . 18 120 | 169 m/z 57.10 31.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46291: Benzenesulfonamide, N,4-dimethyl-
91
5000 U BN SUNILN SRR B
10.40 10.60 10.80 11.00
30 65 121 155 185 m/z 65.05 28.38%
0 15 ‘ \1 5\\1 \“ o |y 198 \‘ 139
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91
10.40 10.60 10.80 11.00
5000 185 m/z 43.10 24 .65%
155
65
30
o 41 51 77 108 121 139
mz-> 20 40 60 80 100 120 140 160 180
Abundance #9248: Benzene, 1-methyl-2-nitroso- T
65 91 10.40 10.60 10.80 11.00
m/z 92.10 18.41%
5000
39 121
‘ 51 106
0....,.2‘.7‘..“,‘..Hl‘.,“‘l‘.]“?,..“l.,.“.‘..l“....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 7 Benzenesulfonamide, N-ethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.83 4.22 ng 154180 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO0O2S 000080-39-7 98
2 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15N0O3S 1000192-14-5 90
3 (Toluene-4-sulfonylamino)-acetic... 283 C13H17N04S 1000190-48-0 72
4 Pyridine-2-carbonitrile, 3,5,6-t_... 375 C13H8CI3N302S 255713-77-0 58
5 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 58
Abundance Scan 765 (10.831 min): BF086793.D (-763) (-) m/z 91.05 100.00%
il
155
184
5000
65
39 199 10.60 10.80 11.00 11.20
139
Ol ol 200220 28 e b || M/Z 155.00  80.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55744: Benzenesulfonamide, N-ethyl-4-methyl-
91
155
5000
65 184 10.60 10.80 11.00 11.20
109 m/z 184.10 52.34%
oL 15 29 H o 106120 139 | \
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280
Abundance
91 155 184
10.60 10.80 11.00 11.20
5000 m/z 65.10 29.49%
57
29
0 43 77, 105119 139 212 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107883: (Toluene-4-sulfonylamino)-acetic acid, but-2-enyl...
155 10.60 10.80 11.00 11.20
m/z 92.10 13.33%
184
5000
55
30
oL 77 | 107101130 | 212229 255 283
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 8 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.63 8.57 ng 226084 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 50
3 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 38

Abundance Scan 922 (12.625 min): BF086793.D (-920) (-) m/z 56.10 100.00%
56
so00 4 ﬁ
239 257 12.40 12.60 12.80 13.00
I | “| o .4?....,..??7....1??.. A s m/Z 57.05  56.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
41 12.40 12.60 12.80 13.00
1 53 257 m/z 41.10 50.38%
101
EN h..”.‘.,hh...h,‘..‘.w,....,..??7....1?.5.. m T s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 1260 12.80 13.00
so00] 41 m/z 43.05 50.21%
73
o2 9711 157 185 213 239257 L4 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6552: 1-Hexene, 2,5-dimethyl- o Rl AR,
56 12.40 12.60 12.80 13.00
m/z 55.10 32.81%
- [ JAJL/\V\
Y I'é"‘l""‘ IIJI7I7I"'9'5I""2I""IIIII RS DA DA S B S S rrTTpTTTT T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 9 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.71 5.07 ng 133756 Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 55
2 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 42
3 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 41
4 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 38
5 1-Octadecanol 270 C18H380 000112-92-5 35

Abundance Scan 929 (12.705 min): BF086793.D (-925) (-) m/z 213.10 100.00%

43 213

5000

119 I
228 12.40 12.60 12.80 13.00

139 165181197 281
0 m/z 43.05 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LA L L L L L L LN |
12.40 12.60 12.80 13.00
119 m/z 55.05 44 _15%
o 135150165181 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
R BN EE s e
12.40 12.60 12.80 13.00
m/z 57.05 35.40%
5000 61 g3

111
252
139154 182 20g224 269 297312

3

O T T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64967: Carbanilic acid, p-phenyl- I e e I e
213 12.40 12.60 12.80 13.00

m/z 41.10 32.10%

5000

167

)
3

o 51 77 98 115 139
I~ T I L I L I L I L I
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 10 n-Butyl myristate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.33 5.68 ng 149861 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl myristate 284 C18H3602 000110-36-1 80
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 62
3 Octadecanoic acid 284 C18H3602 000057-11-4 46
4 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 38
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
Abundance Scan 984 (13.334 min): BF086793.D (-982) (-) m/z 56.10 100.00%
56
5000
73
129
5 'l“ 7 g 185 241 26728° 13.00 13.20 13.40 13.60
ol il g L3O A L Tm/z 57.05  58.21%
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate
56
5000
229 13.00 13.20 13.40 13.60
73 0
, ‘ ‘ 101 129 165 21‘1 284 m/z 43.10 51.12%
0...‘.lu“‘l“.‘h“.“‘l‘.‘“. ‘. .‘?-5.7.‘.‘.|.‘.‘l .‘25§..‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.10 42.07%
29 73 129
285
o o7 157 185 513 241 277 54 340
m/z--> 50 100 150 200 250 300 '
Abundance #108842: Octadecanoic acid L R B R
43 13.00 13.20 13.40 13.60
73 284 m/z 55.05 35.03%
5000
og 129
‘ ‘ 185 241
0 Il?‘l ‘th' (11 ‘-W‘ T |1?|7|\ .“. 2|0|52|2‘|1 | ,-?653.{. S Sehnanatiahaah
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 11 Ethanol, 2-butoxy-, phospha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.37 9.08 ng 239680 Chrysene-di2 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 59
2 2,5-Hexanediol 118 C6H1402 002935-44-6 47
3 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 43
4 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 35
5 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 35

Abundance Scan 987 (13.368 min): BF086793.D (-986) (-) m/z 57.10 100.00%
57
5000
85
125
‘ 153 199 pp7 13.00 13.20 13.40 13.60
ol byl Ao | o T 2r2ss 200 m/z 45.05  70.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155889: Ethanol, 2-butoxy-, phosphate (3:1)
57
5000 85 L L
- 125 13.00 13.20 13.40 13.60
‘ 153 199 55, 299 m/z 56.10 58.46%
ol d .\.iu"f? el S s 35w
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
13.00 13.20 13.40 13.60
5000 m/z 41.10 39.71%
85
oL 2 s 115
A e B e e e e e e LI B o L I o e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #12083: trans-2,3-Epoxyoctane T
85 13. 00 13. 20 13 40 13. 60
m/z 85.10 32.95%
5000
113
0 i L J..., T .............“...“
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 12 1-Hexadecanesulfonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.71 5.35 ng 141287 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
2 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 87
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76

Abundance Scan 1017 (13.711 min): BF086793.D (-1014) (-) m/z 57.05 100.00%
57
5000 83
111
3 139 207 13.40 13.60 13.80 14.00
0 e L 8 m/z 43.10 92.65%
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 SR B UL SR B
1 13.40 13.60 13.80 14.00
29 130 m/z 55.05 72 .04%
ol ‘”‘ | | 177167 196 22 5527158030732
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 13.40 13.60 13.80 14.00
5000 m/z 41.05 53.00%
111
0 66 139 167 195212 236253 278 307 350
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2—(tetradecy|oxy)— LI L L L L L L L L
57 13.40 13.60 13.80 14.00
m/z 71.10 49.61%
83
5000
29 ’ 111
168 196
oL \I \‘I\ .‘H.}. "hl JIII‘“\IJBWQ w b "‘I . |22\|7| 25|8| —
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086793.D

Acq On : 8 May 2016 00:26

Operator : UM/SJ

Sample - H2882-05

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.88 7.2 ng 199857 1 6.70 1113980 40.0
unknown6 .48 6.48 167.1 ng 4654620 1 6.70 1113980 40.0
1-Nonene 7.93 4.1 ng 148342 2 7.98 1432470 40.0
Tributyl phosphate 10.38 4.8 ng 216590 3 9.73 1790120 40.0
Benzenesulfonamid... 10.65 12.7 ng 462436 4 11.22 1462520 40.0
Benzenesulfonamid... 10.83 4.2 ng 154180 4 11.22 1462520 40.0
Hexadecanoic acid... 12.63 8.6 ng 226084 5 13.85 1055410 40.0
Phenol, 4,4"-(1-m... 12.71 5.1 ng 133756 5 13.85 1055410 40.0
n-Butyl myristate 13.33 5.7 ng 149861 5 13.85 1055410 40.0
Ethanol, 2-butoxy... 13.37 9.1 ng 239680 5 13.85 1055410 40.0
1-Hexadecanesulfo... 13.71 5.3 ng 141287 5 13.85 1055410 40.0

8270-BF050416.M Mon May 09 19:32:57 2016 Page: 15



