LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample - 13379-03

Misc :

ALS Vial : 8 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 2.281 97 101 112 rBV 32175 57903 1.72% 0.283%
2 4.792 525 528 539 rBvV2 19118 52580 1.56% 0.257%
3 5.457 638 641 665 rBY 351366 929157 27.54%  4.539%
4 7.104 918 921 932 rBV 219471 529552 15.70% 2.587%
5 7.192 932 936 962 rvB 1378581 2325312 68.92% 11.359%
6 7.533 991 994 1007 rBV 382681 538371 15.96% 2.630%
7 7.775 1029 1035 1048 rBV 1413939 1990315 58.99% 9.722%
8 8.451 1145 1150 1167 rBVY 1087508 1638754 48.57% 8.005%
9 8.922 1224 1230 1238 rBV 36145 56694 1.68% 0.277%
10 9.569 1336 1340 1361 rBV 489604 708633 21.00% 3.462%
11 10.410 1476 1483 1489 rBV 38770 56224 1.67% 0.275%
12 11.345 1635 1642 1656 rBV 2439025 3373876 100.00% 16.481%
13 12.045 1757 1761 1768 rBV 51376 70891 2.10% 0.346%

14 12.392 1815 1820 1834 rBV2 629241 837848 24.83% 4._.093%
15 13.692 2036 2041 2057 rBV 1196812 1739349 51.55% 8.496%

16 14.798 2224 2229 2241 rBV 585649 796472 23.61% 3.891%
17 15.786 2391 2397 2407 rBV2 93348 131642 3.90% 0.643%

18 16.880 2577 2583 2593 rBV 67605 98493 2.92% 0.481%
19 17.150 2623 2629 2633 rBV2 2444239 3064516 90.83% 14.970%
20 18.392 2836 2840 2847 rBV3 48725 75617 2.24% 0.369%

21 18.492 2853 2857 2871 rVB 562693 789237 23.39% 3.855%
22 20.168 3138 3142 3155 rBV 407143 610185 18.09% 2.981%

Sum of corrected areas: 20471621
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample : 13379-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\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: BF095599.D
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Abundance TIC: BF095599.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample : 13379-03

Misc :

ALS Vial : 8 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-Butanol, 2,3-dimethyl- Concentration Rank 5

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

2.28 2.15 ng 57903 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 3-Heptanol 116 C7H160 000589-82-2 40
3 1,2-Butanediol 90 C4H1002 000584-03-2 33
4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 33
5 3-Pentanol 88 C5H120 000584-02-1 33

Abundance Scan 101 (2.281 min): BF095599.D (-97) (-) m/z 59.10 100.00%
59
5000
41 69 87 LB R L
|| 49 | 2.00 2.20 2.40 2.60
SRSB4 M W 1 Y SN MMM m/z 87.10 25.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4473: 2-Butanol, 2,3-dimethyl-
509
5000 RSN UL A R IR
2.00 2.20 2.40 2.60
- 41 69 87 m/z 41.00 22 .10%
15 1 53 | ‘ 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
69
2.00 2.20 2.40 2.60
5000 m/z 42.95 21.18%
41 87
31
18 53 98 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2288: 1,2-Butanediol
50 2.00 2.20 2.40 2.60
m/z 69.10 18.06%
31
5000
41
15 o5 “\‘47 53 w“ 72 89
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample : 13379-03

Misc :

ALS Vial : 8 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 unknown7.19 Concentration Rank 1

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

7.19 86.38 ng 2325310 1,4-Dichlorobenzene-d4 7.53
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-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 936 (7.192 min): BF095599.D (-932) (-) m/z 132.00 100.00%
132
5000 68 fk
e 9|6 104 ¢ 6.80 7.00 7.20 7.40 7.60
..“”.“”.“.AM.”“.”“.“..”,””,””,M”,””,””,h”,“ m/z 68.05 37.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU I UL I
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 31.84%
1, | 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.00 23.11%
41 97
53 2 117
34 60 89 105 124
Wm@wmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 14.45%

5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
A R I RARARES N e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample : 13379-03

Misc :

ALS Vial : 8 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.31 ng 131642 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
4 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 18
5 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 18
Abundance Scan 2398 (15.792 min): BF095599.D (-2391) (-) m/z 73.00 100.00%
43 7B
5 149
5000
15.40 15.60 15.80 16.00 16.20
m/z 43.05 88.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 R SRR LN SN I
1540 15.60 15.80 16.00 16.20
m/z 60.00 84.07%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 73
57
15.40 15.60 15.80 16.00 16.20
5000 129 m/z 149.00 75.57%
29 87 199
101115 1435711185 213 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #186646: Oxalic acid, allyl hexadecyl ester
41 15.40 15.60 15.80 16.00 16.20
m/z 57.10 75.32%
57
5000
71
5
2
...,.T”,..... 111125139 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample : 13379-03

Misc :

ALS Vial : 8 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.50 ng 98493 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 2583 (16.880 min): BF095599.D (-2577) (-) m/z 73.00 100.00%
43 73
57
5000 129
185
143157171 16.60 16.80 17.00 17.20

m/z 43.05 89.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid
73
43 5
5000 LA L L L L L LB L
129 16.60 16.80 17.00 17.20
15 185 228 m/z 60.00 T7.77%
01 143157171 ‘
ww T A Ll W - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 0
16.60 16.80 17.00 17.20
5000 129 m/z 57.05 76.84%
83 97
115 157171185 213 256
143 199 | 22754
Wmﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73 16.60 16.80 17.00 17.20
43 ¢ m/z 55.00 68.37%
5000 129
29 171
7 115 214
Ll T o || e | s
I | ullly h‘ H H \H m ‘ o ) A
RAEENRERES RS B R AR RERREREREERa R e R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095599.D

Acq On 1 Jun 2017 17:32

Operator : SJ/MA

Sample - 13379-03

Misc :

ALS Vial : 8 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-Butanol, 2,3-di... 2.28 2.1 ng 57903 1 7.53 538371 20.0
unknown7 .19 7.19 86.4 ng 2325310 1 7.53 538371 20.0
n-Hexadecanoic acid 15.79 3.3 ng 131642 4 14.80 796472 20.0
Tetradecanoic acid 16.88 2.5 ng 98493 5 18.50 789237 20.0
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