LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.

Integrator: RTE
Smoothing : ON
Sampling 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.030 238 240 251 rBV
2 5.441 273 276 279 rBV
3 5.841 310 311 314 rVB
4 6.481 363 367 369 rBvV
5 6.607 376 378 381 rBV
6 6.836 396 398 401 rBvV
7 6.996 410 412 415 rBvV
8 7.407 445 448 450 rBvV
9 7.510 454 457 459 rvv
10 8.127 508 511 513 rBV

21 11.236 781 783 784 rBV
22 11.362 792 794 796 rBV
23 11.591 812 814 818 rBV
24 11.659 818 820 822 rVB
25 11.888 839 840 845 rBvV2

26 12.413 882 886 888 rBvV
27 12.676 907 909 915 rBV3
28 12.951 930 933 935 rBV
29 13.374 968 970 972 rBV
30 13.842 1009 1011 1016 rBV

31 13.991 1022 1024 1027 rBV

32 14.162 1035 1039 1043 rBV3
33 15.122 1121 1123 1131 rVB4

34 15.419 1146 1149 1156 rBV

peak
height
277722
2332157
27855
2736163
2646832

583102
2366347
1981238

46908
1149050

2976527
41146
489315
32457
971639

55371
77824
28976
1486238
61431

47473
955136
211293

41685

66973

33274
39298
1346193
34559
56934

623186
14765
14217

533042
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corr.
area
399236
3085417
33804
3257505
3050215

724539
2280221
2017865

78005

992909

2775920
40982
583493
56095
941396

61472
65193
60504
1678122
109431

55518
829738
246263

37673

83756

47304
77248
1816630
38552
98709

657252
36796
34588

680124

corr.
% max.
12.26%
94 .72%

1.04%
100.00%
93.64%

22 .24%
70.00%
61.95%
2.39%%
30.48%

85.22%
1.26%
17.91%
1.72%
28 .90%

1.89%
2.00%
1.86%
51.52%
3.36%

1.70%
25.47%
7.56%
1.16%
2.57%

1.45%
2.37%
55.77%
1.18%
3.03%

20.18%
1.13%
1.06%

20.88%

% of

total

1.475%
11.397%
0.125%
12.033%
11.267%

2.676%
8.423%
7.454%
0.288%
3.668%

10.254%
0.151%
2.155%
0.207%
3.477%

0.227%
0.241%
0.223%
6.199%
0.404%

0.205%
3.065%
0.910%
0.139%
0.309%

0.175%
0.285%
6.710%
0.142%
0.365%

2.428%
0.136%
0.128%
2.512%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.294 1486 1488 1498 rVB9 12393 39874 1.22% 0.147%

Sum of corrected areas: 27072349
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF032116\

BF085640.D

21 Mar 2016 23:42

UmM/sJ

H1841-08

25 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF085640.D

5.44 7.00

6.84
5.03

L 5.84

7.41

st

0=
Time-->

7.00

i T
5.00 5.50 6.00 6.50

!
7.50

Abundance

2500000

2000000

1500000

8.13

1000000

500000

TIC: BF085640.D

10.66
12.95

11.36

9.60

e |

11.59
11.2 1.66 11'.\89

%10.53 10.79

12.41 12.68

13.37

0
Time-->

12.50

11.50 12.00

10.50 11.00

T
8.50 9.00

9.50 10.00

13.00

13.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF085640.D

15.42

15.12

19.29

04

Time-->

18.00 18.50

17.50

16.50 17.00

14.50 15.00

15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Quant Title : 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.

5.03 11.02 ng 399236 1,4-Dichlorobenzene-d4 6.85
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 240 (5.030 min): BF085640.D (-238) (-) m/z 43.10 100.00%
43
59
5000
101 ISP SRR AN R
51 | 83 | 4.60 4.80 5.00 5.20 5.40
o) BT 5 P m/z 59.10 60.14%
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 SR L S
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.82%
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
460 480 500 520 5.40
5000 M m/z 58.10 17.08%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— | LA DRELEE BN L L LA
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.92%
5000
101
15
A |
0'“v*“V'Nh'“ﬂl“v'“v'”b“'wgﬁw'“b'“v“'V“'w“'w“'l ARSI SRR RN LRSS AN
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknown6.61 Concentration Rank 1

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

6.61 84.20 ng 3050220 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 378 (6.607 min): BF085640.D (-376) (-) m/z 132.10 100.00%
132
5000 68
6 Trrr|rrrr|rrrr|yrrrry|rr
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,".'..?,:.'..??...'....,..5.‘.7,....,....,.1.1.5.,....,'...,... m/z 68.10 41.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 R I L RS
620 6.40 6.60 6.80 7.00
3 78 m/z 134.10 32.00%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.0 6.60 6.80 7.00
5000 m/z 66.10 25.83%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.81%
117
5000
39 91
51
27 ‘ 105 ‘

ol Bl Lo Lol Mol L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.64 ng 109431 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 744 (10.790 min): BF085640.D (-742) (-) m/z 57.10 100.00%

57

5000
4
10.40 10.60 10.80 11.00 11.20
137155 183
0 30 "msz 71.10 76.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55010: Tetradecane
57
5000 4 85 L B L B L B

10.40 10.60 10,80 11.00 11.20
m/z 43.10 63.44%

113 ]_41 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

o
aN
o

57

10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 47 _22%

41

113
o 141 183 211 239 267 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73968: Hexadecane e B A
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 32 .55%
5000 85
0 29 I | 1:\L3 141 169 197 226
R A e B A EaasasaasatasE SR S S R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 1-Tetradecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.59 5.94 ng 246263 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 97
2 1-Pentadecanol 228 C15H320 000629-76-5 95
3 Cyclododecane 168 C12H24 000294-62-2 94
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 1-Tetradecanol 214 C14H300 000112-72-1 91

Abundance Scan 814 (11.591 min): BF085640.D (-812) (-) m/z 55.10 100.00%

9 83

5000
R 1130 1140 1 1150 1200
0 m/z 69.10 92.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53618: 1-Tetradecene
3 55
69 83
5000 29 LA L B L B L B L L L L
97 11. 20 11. 40 11. 60 11. 80 12. 00
111 m/z 83.10 91.57%
125 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 55 oo 83
N R REEES R
97 11.20 11.40 11.60 11.80 12.00
5000 m/z 43.10 82.89%
29 111
125
o8 140 154 165 182 210
R S I o B e R M et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34706: Cyclododecane e B S
55 69 11.20 11.40 11.60 11.80 12.00
41 83 m/z 57.10 77.90%
5000 97
29 111
125 140 168
0 15 ‘\ ‘\ | ‘ 153
R R o ; R mma e I e o SRR
m/z--> 20 40 60 1 120 140 160 180 200 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.02 ng 83756 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 _.beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 27
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11
4 1-Tetracosanol 354 C24H500 000506-51-4 11
5 Decane 142 C10H22 000124-18-5 11
Abundance Scan 840 (11.888 min): BF085640.D (-839) (-) m/z 73.10 100.00%
43 73
51
5000 129 \\1
7 115 ---A---------------f‘
01 143157171185 213 11,60 11.80 12.00 12.20
0! m/z 60.00 90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56043: Dodecanoic acid
73
: g
51
5000 R R RN e
29 129 nmnmnmnm
7 101115 157 200 m/z 43.10 87 .45%
| LR LT e | 7t |
Oululuu‘l‘u‘uu”l“ IH ‘ H\ I\h T \i‘ - ”” s B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
1160 11.80 12,00 12.20
5000 4155 m/z 57.10 77.80%
87
101
0 27 116 51195 163 191 207 205 254 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R A EREEnEEEE s e
43 57 11.60 11.80 12.00 12.20
m/z 41.10 69.77%
5000

97

111

0 | 125139154168182196 224 252
S .

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.00 ng 98709 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 80
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76

4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 74

Abundance Scan 1011 (13.842 min): BF085640.D (-1009) (-) m/z 57.10 100.00%

57

83
5000

-

139 191007 230 281 13.60 13.80 14.00 14.20
m/z 43.10 80.62%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

%

13.I60 13.I80 14.IOO 14.I20
m/z 55.10 64.58%

5000 4

168 196 907

127 157 258

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 NJMM
Abundance
57
83 URELALE BURBLALE UL UL BURSL
13.60 13.80 14.00 14.20
5000 Al 1 m/z 71.10 59.57%

139
167 196 224 253271 589 307323

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83804: 1-Decanol, 2-hexyl- R B e
57 13.60 13.80 14.00 14.20

m/z 69.10 58.77%

5000

:

0 Il 196 224
e e RARREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085640.D

Acq On : 21 Mar 2016 23:42

Operator : UM/SJ

Sample : H1841-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.03 11.0 ng 399236 1 6.85 724539 20.0
unknown6 .61 6.61 84.2 ng 3050220 1 6.85 724539 20.0
Tetradecane 10.79 2.6 ng 109431 4 11.36 829738 20.0
1-Tetradecene 11.59 5.9 ng 246263 4 11.36 829738 20.0
Dodecanoic acid 11.89 2.0 ng 83756 4 11.36 829738 20.0
Ethanol, 2-(tetra... 13.84 3.0 ng 98709 5 13.99 657252 20.0
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