LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\

Data File : BG033259.D

Aca On - 20 Mar 2018 3:15 Instrument :

Operator : SJ/JU BNA_G

Sample - J1953-10 ClientSampleld :

Mi - 031418-JETT-E-U-S
isc :

ALS Vial : 15 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-BG031918.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 3.499 30 36 47 rBV2 128734 278666 7.26% 1.752%
2 3.587 47 51 62 rvB 94676 159691 4.16% 1.004%
3 5.802 421 428 436 rBV 30053 51813 1.35% 0.326%
4 6.313 508 515 527 rBV 161902 367188 9.57% 2.309%
5 6.848 601 606 615 rBv4 23561 54658 1.42% 0.344%
6 7.999 795 802 819 rBV2 96859 276538 7.20% 1.739%
7 8.405 864 871 890 rBV 332502 752710 19.61% 4_.733%
8 8.892 947 954 968 rBV 97586 230343 6.00% 1.448%
9 9.227 1002 1011 1031 rBV 489631 1004299 26.16% 6.314%
10 10.091 1151 1158 1180 rBvV 395413 917996 23.91% 5.772%

11 11.777 1436 1445 1458 rBV 154476 333974 8.70% 2.100%
12 14.139 1840 1847 1863 rBV 1289713 2221130 57.86% 13.965%

13 14.926 1971 1981 1997 rBV 45024 85675 2.23% 0.539%
14 15.332 2046 2050 2059 rBV2 36696 54916 1.43% 0.345%
15 15.508 2074 2080 2090 rBvV2 302293 530798 13.83% 3.337%
16 16.272 2206 2210 2216 rVB 54809 72721 1.89% 0.457%
17 16.983 2324 2331 2344 rBV 837665 1436720 37.43% 9.033%
18 17.130 2351 2356 2365 rVB 51196 95736 2.49% 0.602%
19 17.917 2485 2490 2494 rBV2 33994 46695 1.22% 0.294%

20 18.240 2538 2545 2557 rBV 444371 787692 20.52% 4._.952%
21 19.033 2676 2680 2689 rBV2 121160 190840 4._.97% 1.200%
22 20.267 2886 2890 2895 rBV5 29119 43615 1.14% 0.274%
23 20.761 2968 2974 2983 rBV 2789187 3838715 100.00% 24.135%
24 22.106 3197 3203 3215 rBV 189258 342044 8.91% 2.151%
25 22.594 3279 3286 3295 rBV2 462503 889680 23.18% 5.594%

26 26.384 3920 3931 3949 rBV2 247324 840174 21.89%% 5.282%

Sum of corrected areas: 15905027
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On - 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033259.D

2500000
2000000
1500000

1000000

9.23

500000 10.09

8.40

3, 6.31 11.78
. 89 5.80 6.85 8.00 8.89

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033259.D

20.76
2500000

2000000

1500000
14.14

1000000 16.98

500000 18.24 22.59

15.51 16,03 2211
14,L93 15.% 16.27 7.13 17.92 \ 20.27

O o L e o B N B e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033259.D

A
LN N B B B R [ R O B N B B B N B B B

2500000

2000000

1500000

1000000

500000
26.38

O e e e e e e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.59 13.87 ng 159691 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 52 (3.593 min): BG033259.D (-47) (-) m/z 73.00 100.00%
73
5000
43
L L L N
340 360 3.80 4.00
0 ...m'.l..,....,....?Q?. 3. Tm/z  43.00  35.43%

f T
mz--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 L A S
340 360 3.80 4.00

43 m/z 55.05  29.06%
N

inl
— T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73

340 360 3.80 4.00

o

5000 a1 m/z 87.00 25.83%
97 129
Ol -
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl- R
30 340 360 3.80 4.00

m/z 71.00 13.43%

5000 87 A
0 J Ji 59‘ { N N

A1t AP

T | T T
m/z--> 0 50 100 150 200 250 300 350 400 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.80 4_.50 ng 51813 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 5-Hvdroxvpentanehvdroxvlamine. N... 245 C11H19NO5 104556-13-0 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 428 (5.802 min): BG033259.D (-421) (-) m/z 43.00 100.00%
43
59
5000
101
83 5.40 560 5.80 6.00 6.20
Ol e ..!|,....,....,|...1.1,9....,....,.... e 2 | m/z 59.00  57.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI R RS RS
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 20.80%
15 4 101
0"“|”h“ﬁ"w"“?i"L"w"“l'“'l“""“ [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
540 560 580 6.00 620
5000 m/z 58.00 16.98%
101
15 31 58 86
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97849: 5-Hydroxypentanehydroxylamine, N,O,O-triacetyl-
43 540 560 5.80 6.00 6.20
m/z 41.00 8.16%
5000
101
28
o _ || 56 69 88 125 143 161 186 203 246
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Ethylene glycol monoisobuty... Concentration Rank 7

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

6.85 4.75 ng 54658 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 50
2 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 39
3 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 36
4 1-Penten-3-ol. 4-methvl- 100 C6H120 004798-45-2 9
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 9

Abundance Scan 606 (6.848 min): BG033259.D (-601) (-) m/z 57.05 100.00%
g7
5000
87
6.60 6.80 7.00 7.20
o ,.~.u.|.,..1?1.,....,..2.3.7,....,....,....,....,.‘.‘7.7. m/z 45.00 39.46%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8872: Ethylene glycol monoisobuty! ether
57
5000

6.60 6.80 7.00 7.20

29 m/z 41.00 32.63%
‘87
oA
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 87.00 23.02%
29 87
118
O~ T e T
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4468: 3,3-Dimethylbutane-2-ol
5[7 6.60 6.80 7.00 7.20
m/z 56.00 8.25%
5000
87
29
o
mz--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.40 65.36 ng 752710 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
Abundance Scan 870 (8.399 min): BG033259.D (-864) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 56.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

97
5000 e |
8.00 8.0 840 8.60 8.80

70 m/z 66.00 36.23%

31 60
0 b wa® Png e
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 32.60%
104
51 o, 96 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- S EEmmmEE I R
132 800 820 840 860 880

m/z 69.00 22 .94%

5000
63 90 104
- Nl A A - SR N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 7 Tetradecane Concentration Rank 11

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

15.33 2.07 ng 54916 Acenaphthene-d10 15.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
5 Undecane 156 C11H24 001120-21-4 72

Abundance Scan 2050 (15.332 min): BG033259.D (-2046) (-)
5|7
43
5000 71
85
0 99 113 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43
71
5000 85
29
Ll P s e 10
B o o e T e o L e e o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71
5000
85
29
o 99 113 127 141 155 169 183 226
T o e o e e I e AR EER s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
a3 5
5000 71 85
29 99
0 LI o o o o o LA B e o e S R

m/z--> 20 40

60 80 100 120 140 160 180 200 220

m/z

15.00 15.20 15.40 15.60

57.05 100.00%

m/z

15.00 15.20 15.40 15.60

43.00 69.99%

m/z

15.00 15.20 15.40 15.60

71.10 46.30%

m/z

15.00 15.20 15.40 15.60

41.00 40.37%

m/z

15.00 15.20 15.40 15.60

85.00 35.21%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : 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 8 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.74 ng 72721 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2210 (16.272 min): BG033259.D (-2206) (-) m/z 57.00 100.00%

57
5000
4

111127 149 173 999238 16.00 16.20 16.40 16.60
(o} m/z 43.00 76.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71394: Pentadecane
57

5000 L e e S
4 85 16.00 1620 16.40 16.60

m/z 71.05 46.44%

Lo 118 14 168183 212

o S P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
16.00 16.20 16.40 16.60
5000 a5 m/z 85.00 32.58%
41
0 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425:; Heneicosane
57 16.00 16.20 16.40 16.60
m/z 41.00 30.62%
5000 4 35
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
L RA AR E i E b L S B e A RBALL AEaRaRaE s s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 9 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.13 2.43 ng 95736 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 2356 (17.130 min): BG033259.D (-2351) (-) m/z 57.00 100.00%
57
5000
85
113141 236 16.80 17.00 17.20 17.40
o b d A L 299107 20 281 888 S5 Tm/z 43.00  74.82%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57
5000 RN SRR BN B
85 16.80 17.00 17.20 17.40
29 m/z 71.05 59.52%
o |11 213141169107225 53282
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
16.80 17.00 17.20 17.40
5000 85 m/z 41.00 34 .34%
29
113141169198
O T e L B e e e B O
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane A e RERREEEa
57 16.80 17.00 17.20 17.40
m/z 85.05 30.53%
5000
85
o %9 | 113141169197225253281 323351380
mz-> 0 50 100 150 200 250 300 350 400 450 500 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 10 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.03 4.85 ng 190840 Phenanthrene-d10 18.24
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 2679 (19.027 min): BG033259.D (-2676) (-) m/z 73.00 100.00%
43 60 73
5000
129 )13
7
1R 43157171185199 227 256 18.80 19.00 19.20 19.40
Ol m/z 60.00 86.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
18.80 19.00 19.20 19.40
21 m/z 43.10 84.37%
m/z--> "éb” 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 18/80 19.00 19.20 19.40
5000 129 m/z 57.00 83.92%
29 87
115 | 143 199 242
101 185
L1 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #84453: Tetradecanoic acid e AR R
60 73 18.80 19.00 19.20 19.40
43 m/z 55.00 68.74%
5000 129
185 228
115
0: |||||||||| \m OlH‘ - 1|4‘|.3|:|L|57|1|7|]|- |‘||1|99||2:|L|3||‘|||||||||| T T —_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 80 19. oo 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033259.D

Aca On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample : J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 11 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.11 7.69 ng 342044 Chrysene-di12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance _ Scan 3204 (22.112 min): BG033259.D (-3197) (-) m/z 55.00 100.00%
56 83
5000
111

21.80 22.00 22.20 22.40

0 Lo J23° 168 27 251 281 325 358
N T T T T T I

I e m/z 57.00 92 .57%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111
21.80 22.00 22.20 22.40
m/z 83.00 80.41%
29 139
oL AL TP 167 196 o8 266 204
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
21.80 22.00 22.20 22.40
5000 111 m/z 43.00 79.15%
29
o 139 168 106 238 266
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
21.80 22.00 22.20 22.40
83 m/z 97.00 75.82%
5000 111
140
d .lJ ’J L MO 182 210 037295 s
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031918\
Data File : BG033259.D

Acq On : 20 Mar 2018 3:15

Operator : SJ/JU

Sample - J1953-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.59 13.9 ng 159691 1 8.89 230343 20.0
2-Pentanone, 4-hy... 5.80 4.5 ng 51813 1 8.89 230343 20.0
Ethylene glycol m... 6.85 4.8 ng 54658 1 8.89 230343 20.0
unknown8 .40 8.40 65.4 ng 752710 1 8.89 230343 20.0
Tetradecane 15.33 2.1 ng 54916 3 15.51 530798 20.0
Pentadecane 16.27 2.7 ng 72721 3 15.51 530798 20.0
Eicosane 17.13 2.4 ng 95736 4 18.24 787692 20.0
n-Hexadecanoic acid 19.03 4.8 ng 190840 4 18.24 787692 20.0
1-Heneicosanol 22.11 7.7 ng 342044 5 22.59 889680 20.0
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