LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG041918.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 4.998 285 291 300 rBV2 95945 150602 2.82% 0.492%
2 5.445 360 367 378 rVB 1537887 2405018 44.97% 7.857%
3 7.008 624 633 643 rBY 1567709 2791475 52.19% 9.120%
4 7.372 684 695 703 rBVY 1530297 2567538 48.01% 8.388%
5 7.836 766 774 782 rVB 281251 463978 8.67% 1.516%

6 8.153 819 828 840 rBV 1080414 1821558 34.06% 5.951%
7 8.982 960 969 979 rBV 865025 1568006 29.32% 5.123%
8 10.621 1239 1248 1256 rBV 378073 676588 12.65% 2.210%
9 13.089 1661 1668 1680 rVB 2102584 3394685 63.47% 11.090%
10 13.929 1805 1811 1817 rBV 295575 419244 7.84% 1.370%
11 14.470 1895 1903 1912 rBV2 583803 954417 17 .84% 3.118%
12 15.351 2048 2053 2058 rVB 54727 71972 1.35% 0.235%
13 15.956 2149 2156 2171 rVB 2059637 3043421 56.90% 9.943%
14 16.215 2195 2200 2203 rBV 52075 67131 1.26% 0.219%

15 17.219 2364 2371 2378 rBvV2 823831 1227848 22.96% 4.011%
16 18.142 2520 2528 2543 rBV 241557 421504 7.88% 1.377%
17 19.423 2742 2746 2759 rBV3 63718 110308 2.06% 0.360%
18 19.857 2814 2820 2826 rBV 4078932 5348464 100.00% 17.473%
19 21.179 3040 3045 3061 rBV2 92291 191810 3.59% 0.627%
20 21.479 3089 3096 3102 rBV 939319 1468200 27.45% 4.797%

21 24.540 3607 3617 3629 rVB 542542 1445294 27.02% 4.722%

Sum of corrected areas: 30609061
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On - 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG033883.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

5.00 6.49 ng 150602 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Ethoxvethvl acetate 132 C6H1203 000111-15-9 42
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 40
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28

Abundance Scan 291 (4.998 min): BG033883.D (-285) (-) m/z 43.00 100.00%
43
5000 59
ail sa 3 g 1‘|’1 460 480 500 520 540
-ttt e et m/z 59.00 50.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L UL R LS
460 480 500 520 540
m/z 101.00 14.83%
15 31 101
o | 25 7 37, 53 83
miz--> N N A PPN
Abundance
43
460 480 500 520 540
5000 31 6 m/z 58.00 12.57%
72
51 65 79 87
e S S S SIS SUR I IS IULIULS SULIULS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4461: 3-Pentanol, 2-methyl- R e
59 460 4.80 5.00 5.20 5.40
m/z 41.00 11.22%
5000 21 73
41
0 15 LI ‘j\ SJ“‘ 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.37 Concentration Rank 1

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

7.37 110.68 ng 2567540 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 695 (7.372 min): BG033883.D (-684) (-) m/z 131.90 100.00%
32
5000 68
54 ‘ 75 % 103 7.00 7.20 7.40 7.60 7.80
o..,....,....,...:I'!.‘.‘?,!! .61!.'.|,..':'.,..5??,..!.,.':..,.1.1.5.,...., N m/z 68.00 46.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 T
7.00 7.20 7.40 7.60 7.80
33 44 o g7 105 m/z 133.90 33.32%
0 580 7T g s
RS A AR AR AR ARARS RRARA RARS RARSS SRR RS RARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 29.28%
39 91
51 65
N 27 58 Tes 981 | 135
wwwmwﬁwmmfm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- A B R
132 7.00 7.20 7.40 7.60 7.80
117 m/z 69.00 19.06%
5000
- 91
0"v%§'w'??|“'?$“"ﬂ'?ﬁ'”“l'“' ?ﬂ'l"gﬁ}ﬁél'”'l”"l"' T NI L SR L
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
18.14 6.87 ng 421504 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2528 (18.142 min): BG033883.D (-2520) (-) m/z 73.00 100.00%
43 g0 7B
5000 129
97 115 157171185 213 LA SN IR BN B
143 199 227 256 17.80 18.00 18.20 18.40
(SN m/z 43.00 98.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
17.80 18.00 18.20 18.40
m/z 60.00 84 .70%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 m/z 57.00 75.25%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 1é0 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
3 60 78 17.80 18.00 18.20 18.40
m/z 41.00 69.76%
5000 129
29
199
143 157171 185 242
o 15 “.‘lU.‘ R RmE e see o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033883.D

Aca On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample : J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.18 2.61 ng 191810 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3045 (21.179 min): BG033883.D (-3040) (-) m/z 57.00 100.00%

57

97

5000

-

125 20.80 21.00 21.20 21.40
153 191208224 283 327 , ' ' '
m/z 43.00 90.72%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55

:

5000

20!80 21.I00 21.I20 21.I40
m/z 55.00 86.91%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57
97 IR e o e
20.80 21.00 21.20 21.40
5000 m/z 68.95 73.87%
29 125

0 8l 154 180196 224 251269 320

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

Abundance #227401: Heptadecy! heptafluorobutyrate T e T
20.80 21.00 21.20 21.40

m/z 97.00 68.42%

83
5000

-

139 169105 210 238 05083

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033883.D

Acq On : 20 Apr 2018 13:09

Operator : SJ/JU

Sample - J2455-31

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 5.00 6.5 ng 150602 1 7.84 463978 20.0
unknown7 .37 7.37 110.7 ng 2567540 1 7.84 463978 20.0
n-Hexadecanoic acid 18.14 6.9 ng 421504 4 17.22 1227850 20.0
Cyclopentadecane 21.18 2.6 ng 191810 5 21.48 1468200 20.0
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