LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

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 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 29 36 47 rBV2 133592 273562 7.48% 1.545%
2 3.587 47 51 61 rvB 97399 153905 4.21% 0.869%
3 5.802 420 428 434 rBV 31362 52419 1.43% 0.296%
4 6.313 506 515 536 rBV 246326 554846 15.18% 3.133%
5 7.999 794 802 826 rBV 150150 443756 12.14% 2.506%
6 8.405 863 871 885 rBV 486843 1074642 29.40% 6.068%
7 8.892 947 954 963 rBV2 111066 249469 6.83% 1.409%
8 9.227 1003 1011 1030 rBV 457582 978570 26.77% 5.526%
9 10.091 1151 1158 1180 rBV 390837 920878 25.20% 5.200%
10 11.777 1438 1445 1461 rBV2 172762 390594 10.69% 2.206%

11 14.139 1839 1847 1859 rBV 1266253 2160167 59.10% 12.198%
12 14.927 1973 1981 1987 rBV 87558 150317 4._.11% 0.849%

13 15.338 2046 2051 2056 rBV 50367 69959 1.91% 0.395%
14 15.508 2074 2080 2087 rBV2 344005 595557 16.29% 3.363%
15 15.573 2087 2091 2097 rVB 38380 63779 1.75% 0.360%

16 16.272 2206 2210 2217 rVB 89738 116961 3.20% 0.660%
17 16.677 2272 2279 2282 rBV3 24759 45322 1.24% 0.256%
18 16.983 2324 2331 2342 rBV 1146339 1940688 53.10% 10.959%
19 17.130 2352 2356 2365 rVB 75045 121950 3.34% 0.689%
20 17.917 2486 2490 2496 rVB 41269 56402 1.54% 0.318%

21 18.240 2539 2545 2553 rBV 476728 791983 21.67% 4._.472%
22 18.652 2611 2615 2622 rVB4 23378 38262 1.05% 0.216%
23 19.039 2676 2681 2692 rBV 318757 502876 13.76% 2.840%
24 20.273 2887 2891 2898 rBV 137129 195961 5.36% 1.107%
25 20.761 2968 2974 2988 rBV 2729307 3654850 100.00% 20.639%

26 22.112 3200 3204 3216 rVB3 145127 278995 7.63% 1.575%
27 22.600 3280 3287 3299 rVB 459600 923937 25.28% 5.217%

28 24.486 3603 3608 3616 rVB9 15447 36912 1.01% 0.208%
29 26.395 3922 3933 3948 rBV2 258821 871140 23.84% 4.919%

Sum of corrected areas: 17708659
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

2 \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG032018\
: BG033269.D

: 20 Mar 2018 16:04

: SJ/JU

: J1979-05

7 Sample Multiplier: 1

hod
le

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033269.D

8.40 9.23 10.09

6.31
3: 8.00 11.78
89 5.80 8.89

0

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 10.50 11.00 1150 1200 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033269.D
20.76

14.14 16.98

18.24 22.60

15.51 19.04
20.27 22.11
14I'L93 15.34.57 16]\-27 16.68 1713 17.92 18.65 A L I

0
Time-->

A
LI N S S S N B N B B B e D I N B B B B

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

2500000

2000000

1500000

1000000

500000

TIC: BG033269.D

26.40
24.49

(e
Time--> 23.00 2350 24.00 2450 25.00 2550 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 5

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

3.59 12.34 ng 153905 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 33
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 52 (3.593 min): BG033269.D (-47) (-) m/z 73.00 100.00%

73
5000 43
55 87

3.40 3. 60 3. 80 4. 00
Obrrrrrrr e prrrblile et e bt e e | M/ 43.05  39.04Y%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L L L B ) B
340 3.60 380 4.00
5 87 m/z 55.00 31.18%
‘\ J || 80
0..“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73
B R B an i p
S 87 340 3.60 3.80 4.00
5000 m/z 87.00 27 .71%
29
15 97
NN AN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone T
3 3.40 3. 60 380 400
43 m/z 71.10 12.66%
5000 55
31
o b 12 a1 R AN
,,,,,,,,, S RREE  RAEAARA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 3.60 380 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 4.20 ng 52419 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 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 37
3 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 33
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 428 (5.802 min): BG033269.D (-420) (-) 43.00 100.00%
43
59
5000
1 540 560 580 6.00 6.20
83
o..,....,....',':...??.-!ni...‘??....,.-...,....,|....,....,....,....,. m/z 59.00 69.93%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

5.40 5.60 5.80 6.00 6.20
m/z 101.00 17.81%

31 101
0.w.”.m.”,”.w.”.“.”,”.w§?.ﬁ?”ﬂ”.w.”.“.”,”.w.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
I e e e
5.40 5.60 5.80 6.00 6.20
5000 73 m/z 58.00 16.43%
s oy
51 85 101
O T T e e T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #22382: 6-Nitrohexan-2-ol
43 59 5.40 560 5.80 6.00 6.20
m/z 41.00 8.95%
5000
31 85
0 n “ L5017 99 107 115121 132
T T T R T T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 unknown8.40 Concentration Rank 1

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

8.40 86.15 ng 1074640 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 870 (8.399 min): BG033269.D (-863) (-) m/z 132.00 100.00%
132
5000
96 RS RN RS R
40 3 800 820 840 8.60 8.80
0 e — N 7 - [ =Y W0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN AN LN LR
800 820 840 8.60 8.80
‘ m/z 66.00 35.07%
0 |

31 51
..‘..”‘,l.H.,.l..‘,....,.‘...,.. .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 134.00 34.20%
31 g O
0 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R Emmma R
132 800 820 840 860 880

m/z 69.00 25.34%

5000
69

39
89 105

0‘ Twwmwwwm [rrfrrrrrprrirrrrrprrs
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 6 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.35 ng 69959 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tridecane 184 C13H28 000629-50-5 78
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 2051 (15.338 min): BG033269.D (-2046) (-) m/z 57.05 100.00%
57
43
71
5000

15.00 15.20 15.40 15.60

98 113126141154 169183 212
o m/z 43.00 68.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71396: Pentadecane
57
43
71 85
5000 LA L L L L L L BB |
15.00 15.20 15.40 15.60
29 m/z 71.05 57 .88%
oL 15 L “ I \ 113127141155 169183197 212
.”,”.w.”.“.”,”...HW.H.P.”,”.W.“..”...”,”.w.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
85 15.00 15.20 15.40 15.60
5000 m/z 85.00 37.81%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48834: Tridecane
43 57 15.00 15.20 15.40 15.60
m/z 41.00 35.85%
71
5000 85
29 9
ol 16 L | | 1183127141155169 184
”.P.”,“.w.”.“.”,”..”...”...” R N RERRERERES R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 8 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.93 ng 116961 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Pentadecane 212 C15H32 000629-62-9 74

Abundance Scan 2210 (16.272 min): BG033269.D (-2206) (-) m/z 57.10 100.00%

5000

H

99 16.00 16.20 16.40 16.60

113127 149 449 207 226

o] m/z 43.00 80.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane
57
43
71
5000 85 LA L L L L L LB LB
16. 00 16. 20 16. 40 16 60
29 9 m/z 71.00 66.18%
ol 14 il J‘ Ly | 13127141155169183197 226
P T e R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 |7 R R
85 16.00 16.20 16.40 16.60
5000 m/z 85.10 40.84%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane ST T
43 57 16.00 16.20 16.40 16.60
m/z 41.05 40.34%
71
5000
85
29
ol 15 N ‘ L i 99113127141155 184
R R RN N ERRREREEESEans R EERERE SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 00 16. 20 16. 40 16 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.13 3.08 ng 121950 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 62
Abundance Scan 2356 (17.130 min): BG033269.D (-2352) (-) m/z 57.05 100.00%
57
200 85 MLWV
3 127 mmﬂmﬂmﬂm
Ol b U 305 57147 109191208 236 830 37 | 743,00  72.00%
m/z--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane
57
5000 UL AR SO B B
29 85 mmﬂmnmﬂm
m/z 71.00 52.36%
oL ‘-“.“H- it e -
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,80 17.00 17.20 17.40
5000 m/z 85.10 37.17%
85
29
0 113 141 169 197 226
L L L L L L L DL L L L
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane R E E o B
57 16.80 17.00 17.20 17.40
m/z 41.00 29.21%
5000
85
29
ol | || 13 141 160 1097 225 253 282
m/z--> §o 160 150 200 250 300 3%0 1680 1700 1720 1f40 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 4
R.T. EstConc Area Relative to ISTD R.T.

19.04 12.70 ng 502876 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2681 (19.039 min): BG033269.D (-2676) (-) m/z 73.00 100.00%

5000

—

18.80 19.00 19.20 19.40
m/z 43.00 91.71%

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

5

5000 129 R R RE e
1880 19. OO 19. 20 19. 40

P 157185213 256 m/z 60.00  91.09%

0 ! S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
13 R RRAE RS S e s
18.80 19.00 19.20 19.40
5000 129 m/z 57.00 90.71%
171
97 214
of Ml Ly L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid e
3 73 18.80 19.00 19.20 19.40
m/z 55.00 78.21%
5000 129
97 199
h 157 { 242
o> q.“.w..ﬂw...J“...“...“...“...“... T
m/z--> 0 50 100 150 200 250 300 350 400 450 18 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.27 4.95 ng 195961 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2890 (20.267 min): BG033269.D (-2887) (-) m/z 60.00 100.00%
43
5000
20100 70,20 2040 2060
0! m/z 73.00 84 .25%
m/z--> 50 100 150 200 250 300
Abundance #131259: Octadecanoic acid
43
73
5000 RN B U B DR
129 20 00 20. 20 20. 40 20 60 '
97 ‘ 185 onl 284 m/z 43.05 82.47%
0 |1|8 ‘\I ‘;“ I““"‘ hl\ IHN‘I M‘hl‘ M ady ?'57 I\ : ‘ : ‘I 2|13| L .‘ I .26.7 . e
m/z--> 50 100 150 200 250 300
Abundance
73
43 ' 20.00 20.20 20.40 20.60
5000 m/z 55.00 79.05%
129
185 228
97
oL_26 149166 211
m/z--> 55 160 150 260 250 360 '
Abundance #39474: n-Decanoic acid B RRREE BE
73 20.00 20.20 20.40 20.60
m/z 57.00 68.57%
129
5000
43
Ouuuul".‘l{ h\\\\ 2‘15.51.72..|.... — AR,
m/z--> 50 m 150 200 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033269.D

Aca On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample : J1979-05

Misc :

ALS Vial : 7 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 12 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
'22.11  6.0ang 278995  Chrysene-di2 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid. heptadecvl ... 366 CIOH36CI202  1000282-98-2 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91

006222-03-3 91
018835-32-0 91
006222-06-6 91

3 Trifluoroacetoxy hexadecane 338 C18H33F302
4 1-Tricosene 322 C23H46
5 Pentafluoropropionic acid, tetra... 360 C17H29F502

Abundance Scan 3204 (22.112 min): BG033269.D (-3200) (-) m/z 55.00 100.00%
56
1 125 21.80 22.00 22.20 22.40
152 183 216 251 327 : ; : '
Oty ..,.1.1..,.... ey 203 327855 24761 "m/z 57.00 84.97%
m/z--> 0 50 100 150 O 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8
5000 LA L L L L L L LB LB |
mn 21.80 22.00 22.20 22.40
29 m/z 43.05 77.84%
oy Ll i [0 2102 om0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 ittt Ak i
97 21.80 22.00 22.20 22.40
5000 m/z 69.00 67.00%
125
153 196 224
of A L e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane R B S S A
57 21.80 22.00 22.20 22.40
97 m/z 97.10 65.10%
5000
29 125
L)) 154 196224 269 359
S 0 e o N AT e s,

m/z--> 0 50

100 150 200 250 300 350 400 450

21. 80 22. OO 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032018\
Data File : BG033269.D

Acq On : 20 Mar 2018 16:04

Operator : SJ/JU

Sample - J1979-05

Misc :

ALS Vial : 7 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 12.3 ng 153905 1 8.89 249469 20.0
2-Pentanone, 4-hy... 5.80 4.2 ng 52419 1 8.89 249469 20.0
unknown8 .40 8.40 86.2 ng 1074640 1 8.89 249469 20.0
Pentadecane 15.34 2.4 ng 69959 3 15.51 595557 20.0
Hexadecane 16.27 3.9 ng 116961 3 15.51 595557 20.0
Tridecane 17.13 3.1 ng 121950 4 18.24 791983 20.0
n-Hexadecanoic acid 19.04 12.7 ng 502876 4 18.24 791983 20.0
Octadecanoic acid 20.27 5.0 ng 195961 4 18.24 791983 20.0
Dichloroacetic ac... 22.11 6.0 ng 278995 5 22.60 923937 20.0
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