LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On > 4 May 2017 19:02

Operator : SJ/MA

Sample - 12956-01

Misc :

ALS Vial : 9 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-BF050217 .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 5.037 522 527 544 rBV 202200 382766 14.61% 1.693%
2 5.672 630 635 664 rBvY 1653178 2372972 90.55% 10.499%
3 7.266 900 906 921 rBV 1708886 2357830 89.97% 10.432%
4 7.383 921 926 935 rVB 2022077 2537779 96.84% 11.228%
5 7.719 979 983 994 rBV 409121 494380 18.87% 2.187%
6 7.960 1019 1024 1035 rBV 1643370 1914087 73.04% 8.468%
7 8.619 1130 1136 1152 rBV 1148268 1495476 57.07% 6.616%
8 9.742 1322 1327 1337 rBV 456507 597493 22.80% 2.643%
9 11.513 1623 1628 1646 rBV 2021680 2620596 100.00% 11.594%
10 12.201 1741 1745 1753 rBVY 208625 262346 10.01% 1.161%
11 12.571 1803 1808 1820 rBV2 519500 722704 27 .58% 3.197%
12 13.412 1944 1951 1957 rBV2 23437 29987 1.14% 0.133%
13 13.865 2022 2028 2041 rBV 1163693 1606391 61.30% 7.107%
14 14.189 2079 2083 2086 rBV 31653 40079 1.53% 0.177%
15 14.918 2202 2207 2211 rBV 23825 29535 1.13% 0.131%

16 14.971 2211 2216 2226 rVB 541509 718542 27.42% 3.179%
17 15.936 2374 2380 2390 rBV2 82863 107441 4_.10% 0.475%
18 17.295 2606 2611 2615 rBV 2107800 2577673 98.36% 11.404%
19 18.553 2818 2825 2834 rBV5 47553 122138 4.66% 0.540%
20 18.636 2834 2839 2853 rVB 657482 778400 29.70% 3.444%

21 19.771 3024 3032 3036 rBV 48880 53133 2.03% 0.235%

22 20.300 3117 3122 3133 rBV 522690 711916 27.17% 3.150%

23 20.865 3212 3218 3225 rVBS8 11871 27132 1.04% 0.120%

24 23.741 3700 3707 3714 rBV9 17379 42031 1.60% 0.186%
Sum of corrected areas: 22602827
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On : 4 May 2017 19:02

Operator : SJ/MA

Sample : 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094881.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On : 4 May 2017 19:02

Operator : SJ/MA

Sample : 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.04 15.48 ng 382766 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 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 528 (5.042 min): BF094881.D (-522) (-) m/z 43.00 100.00%
a3
59
5000
101 R A e
51| 83 4.80 5.00 520 5.40
oSSR 5P| A m/z 59.10 61.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL RS I
59 480 500 520 5.40
m/z 101.10 23.00%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 14 ._.70%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e A B
43 4.80 5.00 5.20 5.40
m/z 41.10 8.99Y%
5000 101
28 59
15 ‘ ‘ 70 84
0'”P”'PJw'”wm'E%Mi“”L““Pw”P“'U”W'”W”'W””I””I RS LN UL AR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On : 4 May 2017 19:02

Operator : SJ/MA

Sample : 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown7.38 Concentration Rank 1

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

7.38 102.67 ng 2537780 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 925 (7.378 min): BF094881.D (-921) (-) m/z 132.00 100.00%
5000 68
6 A R
40 . 54 75 104 7.00 7.20 7.40 7.60 7.80
o ol A 1 il S | m/z 68.05 38.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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5000 R AR B R
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3 78 m/z 134.00 31.81%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
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5000 67 m/z 66.05 23.61%
41 97
53 117
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ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L B AL NLEL A L B

132 7.00 7.20 7.40 7.60 7.80
m/z 69.10 15.18%

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 7.00 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On : 4 May 2017 19:02

Operator : SJ/MA

Sample : 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.99 ng 107441 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 2381 (15.942 min): BF094881.D (-2374) (-) m/z 73.00 100.00%
a3 57 P
5000 199 149
213
171185 256 15.60 15.80 16.00 16.20
0 m/z 57.10 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
15.60 15.80 16.00 16.20
m/z 43.05 79.83%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15,60 15.80 16.00 16.20
5000 129 m/z 60.00 75.51%
29 a7
115 | 143 199 242
101 185
ST 1 O W '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 15.60 15.80 16.00 16.20
43 m/z 41.05 67.47%
5000 129
7 185 228
0 | [ | |
m/z--> " ' ""' 80II 100 120 156"i66"i86"é06"é26"éiéllééé 15.60 15.80 16.00 16.20

8270-BF050217.M Fri May 05 17:28:27 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On : 4 May 2017 19:02

Operator : SJ/MA

Sample : 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.55 3.14 ng 122138 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Pentadecanol 228 C15H320 000629-76-5 90
Abundance Scan 2824 (18.547 min): BF094881.D (-2818) (-) m/z 55.05 100.00%
55 83
5000 111
| | |139 207 18.20 18.40 18.60 18.80
oA m/z 57.05 97.09%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
7 83
5000
11 18.20 18.40 18.60 18.80
- 169 o, m/z 43.05 92.20%
oL L\‘IIIH, | ,\h | ‘-““-1?0. A L . -
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
18.20 18.40 18:60 18.80
5000 11 m/z 69.00 91.55%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 '
Abundance #210517: 1-Heptacosanol
57 |97 18.20 18.40 18.60 18.80
m/z 83.10 86 .89%
5000
125
o 290 1A | g i 1193 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 ' 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094881.D

Acq On > 4 May 2017 19:02

Operator : SJ/MA

Sample - 12956-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 15.5 ng 382766 1 7.72 494380 20.0
unknown? .38 7.38 102.7 ng 2537780 1 7.72 494380 20.0
n-Hexadecanoic acid 15.94 3.0 ng 107441 4 14.97 718542 20.0
Heptafluorobutyri... 18.55 3.1 ng 122138 5 18.64 778400 20.0
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