LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF030717.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 heiaht area % max. total
1 4.847 257 259 268 rBV 75298 195501 4_.01% 0.564%
2 5.293 296 298 318 rBVY 1295242 2428768 49.80% 7.004%
3 6.367 390 392 399 rBV 796381 1574807 32.29% 4 .542%
4 6.470 399 401 412 rVB 3112842 4213524 86.40% 12.151%
5 6.687 418 420 426 rBV 760354 1094679 22.45% 3.157%

6.847 432 434 443 rBV 3613815 3595388 73.72% 10.369%
7.270 469 471 480 rBV 2880466 3206086 65.74% 9.246%
7.990 531 534 536 rBV 1013410 1358787 27.86% 3.919%
9.065 625 628 630 rBV 4985074 4876840 100.00% 14.064%
9.465 661 663 666 rBvV 138896 149719 3.07% 0.432%

=
QO ~NO®

11 9.739 684 687 689 rBV 1456172 1503993 30.84% 4_337%
12 10.162 723 724 726 rVB 134259 116242 2.38% 0.335%
13 10.253 730 732 736 rVB 91886 99403 2.04% 0.287%
14 10.528 754 756 759 rBvV 2327227 2458033 50.40% 7.089%
15 10.631 763 765 768 rvVv 75782 134712 2.76% 0.388%

16 10.676 768 769 773 rVB2 47200 54277 1.11% 0.157%
17 11.076 803 804 806 rBvV 53809 78179 1.60% 0.225%
18 11.214 814 816 819 rBV2 1023868 1328777 27.25% 3.832%
19 11.751 861 863 872 rBV 71125 137581 2.82% 0.397%
20 12.802 952 955 957 rBV 3951277 3984400 81.70% 11.491%

21 13.705 1031 1034 1042 rBV7 17691 59450 1.22% 0.171%
22 13.854 1045 1047 1050 rBV 1069508 1179437 24.18% 3.401%
23 15.248 1167 1169 1176 rVB 520710 846800 17.36% 2.442%

Sum of corrected areas: 34675383
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF093708.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.85 3.57 ng 195501 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. l.l1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (4.847 min): BF093708.D (-257) (-) m/z 43.05 100.00%
43
59
5000
101 4.60 4.80 5.00 5.20
e Sl & | h7z 59.10  56.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A UL UL UL
59 460 480 500 5.20
m/z 101.10 16.88%
15 31 101
\ 25 7 37, 53 83
miz--> A S N N T N
Abundance
59
Tk abo S50 kD
5000 41 m/z 58.10 16.39%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- E  EAmm RIS LT RS S
509 460 480 500 5.20
m/z 41.10 9.90%
5000
a1 101
15 1 3\1 I ‘ | 53\\ 69 83
m/z--> 10 20 30 40 50 6|O 7'0 8|0 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 1

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

6.47 76.98 ng 4213520 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.470 min): BF093708.D (-399) (-) m/z 132.10 100.00%
132
5000 68
5 .
40 54 | 75 104 6.20 6.40 6.60 6.80
S I il A 1 M = R [ N m/z 68.10 38.37%
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 U LR I SR
6.20 6.40 6.60 6.80
78 m/z 134.10 33.17%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 24 .90%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 14 .89%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 110 150 150 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.03 ng 134712 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 765 (10.631 min): BF093708.D (-763) (-) m/z 57.10 100.00%
57
43
5000
99 113 10.40 10.60 10.80 11.00
127141 m/z 43.05 65.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 %
5000 & LRI UL BRI B B
a5 mmmmmmnm
29 m/z 71.10 52.98%
Lol J 99 113 127 141155169183 107 226
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 250
Abundance
57
43 IR BN BUNILA SRR B
71 10.40 10.60 10.80 11.00
5000 g5 m/z 41.10 31.03%
29 99
15 113127 141 155 169 183 212
m/z--> ﬁo 45 éo 85 160 150 1&0 1éo 1éo 200 250 250
Abundance #82607: Heptadecane R AR RRRES T
57 10.40 10.60 10.80 11.00
43 m/z 85.10 30.76%
71
5000 85
29 9
e g 1127141155 160180 196 210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 1080 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF031617\
Data File : BF093708.D

Aca On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample : 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.07 ng 137581 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 72
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Glucose 180 C6H1206 000050-99-7 43
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 40
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 863 (11.751 min): BF093708.D (-861) (-) m/z 43.05 100.00%
48 60 73
5000
85 o7 129 157 R DAL UL LN BN I
| 15 | 437171185 213 11.40 11.60 11.80 12.00
el m/z 73.00 92.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid
60 73
43
5000 R AR RS RN RS
29 129 11.40 11.60 11. 80 12.00
157 200 m/z 60.05 86.39Y%
‘ “ ‘ lo1 1 143 ‘ 171
|||||‘l||‘|‘|‘||”l“|‘ﬁ‘| h‘ H\ |‘|| |‘||‘i‘|||| : ‘:18|3||||‘|||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
1140 11.60 11.80 12.00
5000 43 m/z 55.10 79.73%
29 85 129 143
115 186
18 o1 157159
m/z--> ﬁo 45 éo éo 160 150 150 160 180 260
Abundance #42882: Glucose R e EEaE L
73 11.40 11.60 11.80 12.00
m/z 57.10 73.64%
60
5000
31 43
103
I I 0 SR Pl Ao
m/z--> m 100 120 140 160 180 200 nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031617\
Data File : BF093708.D

Acq On : 16 Mar 2017 16:14

Operator : SJ/MA

Sample - 12255-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.85 3.6 ng 195501 1 6.70 1094680 20.0
unknown6 .47 6.47 77.0 ng 4213520 1 6.70 1094680 20.0
Hexadecane 10.63 2.0 ng 134712 4 11.21 1328780 20.0
Dodecanoic acid 11.75 2.1 ng 137581 4 11.21 1328780 20.0
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