LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 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-BF013017 .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 4.373 198 200 209 rBvY 74731 126993 3.09% 0.329%
2 5.024 255 257 266 rBV 1145362 1697194 41.35%  4.392%
3 5.459 292 295 297 rBV 2932376 3791911 92.37% 9.812%
4 6.499 382 386 388 rBV 2959834 4096548 99.80% 10.601%
5 6.624 394 397 399 rBV 3752122 3707741 90.32% 9.595%
6 6.853 415 417 420 rBV 1297170 1069474 26.05% 2.768%
7 7.013 428 431 433 rBV 3153247 2858453 69.63% 7.397%
8 7.425 464 467 469 rBV 2365579 2484417 60.52% 6.429%
9 8.145 527 530 532 rBVY 1213153 1392517 33.92% 3.603%
10 9.219 621 624 626 rBvV 3825307 4104933 100.00% 10-.622%

11 9.608 656 658 661 rBvV 652847 567279 13.82% 1.468%
12 9.825 669 677 680 rBv2 48523 110386 2.69% 0.286%
13 9.893 680 683 685 rvB 1605341 1550306 37.77% 4.012%
14 10.316 719 720 722 rVB 59865 64870 1.58% 0.168%
15 10.533 736 739 743 rBV 25840 47950 1.17% 0.124%

16 10.682 749 752 754 rBV 2083680 2296143 55.94% 5.942%
17 10.796 760 762 766 rVB 99283 132168 3.22% 0.342%

18 11.242 798 801 802 rBV 108219 98118 2.39% 0.254%
19 11.368 810 812 815 rBV 1108556 1519936 37.03% 3.933%
20 11.665 836 838 840 rBV 91228 74217 1.81% 0.192%

21 12.957 948 951 954 rBV 3081616 3506602 85.42% 9.074%
22 13.848 1027 1029 1037 rBV 209603 279688 6.81% 0.724%
23 14.008 1040 1043 1045 rBV 1577098 1461306 35.60% 3.781%
24 14.477 1081 1084 1088 rBV 37771 83006 2.02% 0.215%

25 14.751 1106 1108 1112 rBV2 99886 141415 3.45% 0.366%

26 15.094 1136 1138 1140 rBV 55093 71182 1.73% 0.184%

27 15.437 1165 1168 1174 rBV 913511 1171099 28.53% 3.030%

28 15.871 1203 1206 1209 rBV 63993 93321 2.27% 0.241%

29 16.900 1294 1296 1301 rVB 20200 44668 1.09% 0.116%
Sum of corrected areas: 38643841
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093017.D

3500000
7.01
3000000 5.46 6.50

2500000 7.42
2000000

1500000 6.85
5.02

1000000

500000

4.37

S — L e L EE—

T T
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: BF093017.D

3500000

12.96
3000000

2500000
10.68
2000000

9.89
1500000
11.37
1000000

500000

9.
ot s —————

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: BF093017.D

10.3210 Agﬁ @80 11.2 11.66

3500000

3000000

2500000

2000000

14.01
1500000

1000000 15.44

500000
13.85

14.48 1475 15.09 15.87 16.90
e S S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF013017.M Mon Feb 20 00:50:25 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4_37 2.37 ng 126993 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72

Abundance Scan 200 (4.373 min): BF093017.D (-198) (-) m/z 55.10 100.00%
55 83
5000
43 98 A\‘
| . 400 420 4.40 460
SRR VP MRV N PRSI -1 NNSSSUOIN IS I m/z 83.10 93.82%
m/z--> 10 30 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R R UL I I
29 98 4.00 4.20 4.40 4.60
m/z 43.10 39.57%
“\‘ 37\‘\\\ 49\ ‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 4.40 460
5000 43 m/z 98.10 34 .03%
98
29
23 37 49 63 69 77 01
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- R
83 4.00 4.20 4.40 4.60
55 m/z 39.10 26.51%
41
5000
27 98
15
SMBSN NN < i T J..%?h‘.l.?%.?(q o
m/z--> 10 40 50 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 31.74 ng 1697190 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 257 (5.024 min): BF093017.D (-255) (-) m/z 43.05 100.00%
a3
59
5000
101 IS RS U
460 4.80 5.00 5.20 5.40
e Sl S0 88 | ee 10 57, 49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR S RN U
460 4.80 5.00 5.20 5.40
59 m/z 101.10 16-18%
?\7\ ! 37\ in 53‘ H 67 7 83 91 ‘10‘1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.10 15.26%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e EEams mE
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 3 unknown6.62 Concentration Rank 1

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

6.62 69.34 ng 3707740 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 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF093017.D (-394) (-) m/z 132.10 100.00%
132
5000 68
6 R
40 . 54 | 75 104 6.20 6.40 6.60 6.80 7.00
T ??:.-.'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 40.46%
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
5000 IR LA RS AR L
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 33.31%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 25.40%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e B maE R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.71%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 5 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.83 ng 279688 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1029 (13.848 min): BF093017.D (-1027) (-) m/z 57.10 100.00%
43 57
83
97
5000 _,vNMAV~A__A,J\\VA\-~1\,/—W
125 RIS SN SUNILE SRR B
139153 13.60 13.80 14.00 14.20
SN ¢ o 298 m/z 43.10 89.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000 RIS SN SUNILE SRR S
29 13.60 13.80 14.00 14.20
125 m/z 55.10 85.39%
J | 139153167182106210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 83 97
111 13.60 13.80 14.00 14.20
5000 m/z 83.10 73.38%
29 125
15 139154168182196210224238 266
w‘mﬁw@mﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- T T T
13.60 13.80 14.00 14.20
o7 m/z 69.05 64 .99%
5000
125
139153168182196210224 252 280

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 6 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.42 ng 141415 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Decanamide- 171 C10H21NO 002319-29-1 59
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
Abundance Scan 1108 (14.751 min): BF093017.D (-1106) (-) m/z 59.05 100.00%
59
5000
41
83 I R A
97 114128 14.40 14.60 14.80 15.00
154 177 207221 281 77 72 10 57 540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 U B B UL IR
14.40 14.60 14.80 15.00
m/z 55.05 49 _.17%
\h o s % 14128 154170180108 220 238 264 %
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
14.40 14.60 14.80 15.00
5000 m/z 41.10 33.86%
43

29 86 100114128142156170184198212226240 255
mmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide R e EEaE L
59 14.40 14.60 14.80 15.00
m/z 43.10 33.33%
5000
43 227
29 3 97 114128
S T I <1 N B D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021717\
Data File : BF093017.D

Acq On : 17 Feb 2017 18:20

Operator : SJ/MA

Sample : 11879-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : 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]
3-Penten-2-one, 4... 4.37 2.4 ng 126993 1 6.85 1069470 20.0
2-Pentanone, 4-hy... 5.02 31.7 ng 1697190 1 6.85 1069470 20.0
unknown6 .62 6.62 69.3 ng 3707740 1 6.85 1069470 20.0
3-Eicosene, (E)- 13.85 3.8 ng 279688 5 14.01 1461310 20.0
9-Octadecenamide, ... 14.75 2.4 ng 141415 6 15.44 1171100 20.0
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