LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109902.D

Aca On - 16 Oct 2018 13:53

Operator : JU/SJ

3?22Ie ; J5524-01 e i
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101518.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 2.346 36 44 51 rvB 956152 1295873 15.80% 1.832%
2 3.604 256 258 267 rBV 89928 157693 1.92% 0.223%
3 5.234 531 535 543 rVB 258283 363064 4_.43% 0.513%
4 5.610 593 599 602 rBY 7021019 7625968 92.99% 10.779%
5 6.604 762 768 772 rBV2 6343657 8200661 100.00% 11.592%
6 6.751 788 793 797 rBVY 7081123 7761171 94.64% 10.971%
7 6.981 828 832 836 rVB 2189853 1744174 21.27% 2.465%
8 7.139 855 859 862 rVB 6634310 5989089 73.03% 8.466%
9 7.545 922 928 931 rBVY 5012255 5140639 62.69% 7.266%
10 8.263 1046 1050 1053 rBV 2658747 2201017 26.84% 3.111%

11 9.339 1228 1233 1236 rBV 8297313 7830134 95.48% 11.068%
12 9.727 1295 1299 1302 rBV 1005852 784978 9.57% 1.110%
13 10.022 1345 1349 1353 rVB2 2523314 2230844 27.20% 3.153%
14 10.816 1479 1484 1487 rBV 3742043 3498790 42.66% 4.946%
15 11.516 1599 1603 1606 rBV 2089846 1805211 22.01% 2.552%

16 12.016 1683 1688 1700 rBv2 191781 355973 4_.34% 0.503%
17 12.539 1774 1777 1783 rBV 249955 205631 2.51% 0.291%
18 12.810 1818 1823 1834 rVB 424187 609059 7.43% 0.861%
19 13.098 1868 1872 1876 rVB 5179570 5225828 63.72% 7.387%
20 13.568 1948 1952 1957 rVB 140963 154881 1.89% 0.219%

21 13.980 2018 2022 2026 rBV 602647 622135 7.59% 0.879%
22 14.157 2048 2052 2055 rBV 1852928 1721422 20.99% 2.433%
23 14.304 2074 2077 2087 rVB 227195 300798 3.67% 0.425%
24 14.609 2126 2129 2132 rBV 331915 344141 4._.20% 0.486%
25 14.933 2179 2184 2193 rVB2 348005 520985 6.35% 0.736%

26 15.009 2195 2197 2202 rVB 86200 83583 1.02% 0.118%
27 15.286 2240 2244 2253 rVB 421706 534010 6.51% 0.755%
28 15.692 2307 2313 2320 rVB2 1809135 2507331 30.57% 3.544%
29 16.162 2388 2393 2397 rBV 314558 459387 5.60% 0.649%
30 16.209 2398 2401 2406 rBv4 97786 168285 2.05% 0.238%

31 16.703 2481 2485 2491 rVB2 168536 302352 3.69% 0.427%

Sum of corrected areas: 70745107
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109902.D
8000000
5.61 6.75

6.60

7.14

6000000
7.55

4000000

6.98
2000000

5.23
o 3.60 2L L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109902.D
8000000 9(34

6000000
13.10

4000000 10.82

8.26 10.02
11.52
2000000

9.73

12.81
12.02 12.54
4J sl LMJJ\*MJ

o1 ———————— et — e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109902.D
8000000

6000000

4000000

14.16 15.69
2000000

13.98

14.30

14.61 1. 8301 15.29 16.70

13.57

e R e ————

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.35 14.86 ng 1295870 1,4-Dichlorobenzene-d4 6.98
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 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 45 (2.351 min): BF109902.D (-36) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1
98.0 220 240 260 2.80
e e B0 Tm/z 43.05  39.28Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A L
430 220 240 260  2.80
550 87.0 m/z 55.00 27.87%
29.0
”'P'”I””W'”'mJ”I”'W'”'PI”I”'W'”'P'”I”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0 /\
LA A
410 gy 87.0 220 240 260 2.80
5000 ' m/z 87.10 26.14%
29.0
50 ||, ‘ | 97.0
miz--> 10 20 30 4'0 % 6 40 8 90 100 110 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73.0 220 240 260 2.80

m/z 41.00 12.61%

5000 .
43.0
27.0
150 ||, \\‘\ | I, 830 980 1150

m/z--> 10 20 30 50 60 70 80 90 100 110 120 2.20 240 260 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.23 4.16 ng 363064 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 9

Abundance Scan 534 (5.228 min): BF109902.D (-531) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 AR S R S
480 500 520 5.40 5.60
el 8802011 h759.05  50.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR UL LS I
59.0 480 500 520 540 5.60
m/z 101.10 15.18%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540 560
5000 m/z 57.95 14 .85%
41.0
101.0
"'?@p”“«"wb"'I”"I"”I"'W""P"'I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2—methy|— | BSLLES NLALLELE LE INLELEB  BNLA
59.0 480 5.00 520 5.40 5.60
m/z 40.95 9.46%
5000
101.0
41.0
EQ?'W““MM'WW'“'ﬁ%q"l"”l""l”"l"'w""I'”' RS S I
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60

8270-BF101518.M Wed Oct 17 15:04:12 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 89.00 ng 7761170 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 793 (6.751 min): BF109902.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 ®o J T ok oo b
01 B e L T m/z 68.05 43.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 SRR SRS SRS
6.40 6.60 6.80 7.00
104.0 m/z 134.00 34.02%
) 51.0 66.0 h
7.0 1. | __u 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tho 5k ok 7k
5000 90 1160 m/z 66.00 27.77%
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T TR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.26%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
"'IN”'M'“M'NL'J“'“a'N“'hl'whl""l”"l"" DRSS SR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.94 ng 355973 Phenanthrene-d10 11.52
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 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1689 (12.021 min): BF109902.D (-1683) (-) m/z 73.00 100.00%
43.0 | 73.0
97.0 213.2 T B A o o o o o o
157.1 1851 256.2 L0, 1180 12.00 1220 12.40
: m/z 60.00 94 _17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 URBURI UL UL UL R
umnmnmnm
213.0 m/z 43.05 85.23%
157.0 185.0

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

3

Abundance #72647: Tridecanoic acid
73.0
N L N EREEE R
43.0 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 81.25%
171.0
A A
‘\ H\ H‘\‘ \H H“ h“ \H 1 ol ‘ ‘

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

%

Abundance #131261: Octadecanoic acid L B e A
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.00 70.22%
5000 129.0
185.0 241.0
M' 207.0 284.0
alifhl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 n-Nonadecanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.28 ng 205631 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 n-Pentadecanol 228 C15H320 000629-76-5 94
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94

Abundance Scan 1777 (12.539 min): BF109902.D (-1774) (-) m/z 43.05 100.00%

43.0 83.1
5000
12.20 12.40 12.60 12.80
139.0 . . . .
167.1 197.2 224.2 269.1 302.9
Obrrrprerrhr m/z 55.05 99.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 LA L L L L L L |
12.20 12.40 12.60 12.80
m/z 83.10 94 .84%
18 139.0 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1
55.0 83.0
E REEEREEERE SRR Ry
12.20 12.40 12.60 12.80
5000 1110 m/z 57.00 92.21%
29.0

139.0 1680  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84599: n-Pentadecanol e e
55.0 83.0 12.20 12.40 12.60 12.80

m/z 69.05 81.58%

-

5000 111.0

29.0

1400  182.0 5100

-

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.81 6.75 ng 609059 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1823 (12.810 min): BF109902.D (-1818) (-) m/z 43.00 100.00%

43.0 730

5000

5

12.40 12.60 12.80 13.00 13.20

m/z 73.00 93.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 |, 73.0

:

5000 T T T T T
12.40 12.60 12.80 13.00 13.20

m/z 57.05 83.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43.0 73.0

:

12.40 12.60 12.80 13.00 13.20

5000 129.0 m/z 60.00 82.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid o e
43.0 73.0 12.40 12.60 12.80 13.00 13.20

:

m/z 55.05 72.27%

5000 256.0

T I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20

213.0

-

157.0 185.0

8270-BF101518.M Wed Oct 17 15:04:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METH
ASP BNA STANDARDS FOR 5 POINT

Quant Method
Quant Title

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

AR R o R R e R R AR AR Rk S R R R Sk R R R S R R S R R e R R AR

Peak Number 8 5-Eicosene, (E)-

0ODS\8270-BF101518._M
CALIBRATION

B R SR S Sk e e R R R R AR AR SR R R

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.98 7.23 ng 622135 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 2022 (13.980 min): BF109902.D (-2018) (-) m/z 57.05 100.00%
57.0
97.1
5000
2> 13.60 13.80 14.00 1420
153.1 - : - :
o bh fo311822 22102500 280.2309.1  3%60 77 43.05  87.43%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0
5000 AU UL UL R
13.60 13.80 14.00 14.20
111.0 m/z 55.05 78.89%
270 Il 11390167.0196.0223,0 252.0280.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0 13.60 13.80 14.00 1420
5000 m/z 83.10 76 .47%
9.0 125.0
Ll J | JL‘15401820 22402520 297.0 3480
m/z--> 50 100 150 200 250 360 350
Abundance #166292: Behenic alcohol B B S TN e
550 83.0 13.60 13.80 14.00 14.20
m/z 97.10 65.47%
- | Aik/&,
270) | A JNP?%NM%mmm&mmmmo
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF101518.M Wed Oct 17 15:04:16 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.49 ng 300798 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2076 (14.298 min): BF109902.D (-2074) (-) m/z 57.10 100.00%
57.1
5000
141 1 207.1 14.00 14.20 14.40 14.60
ol .\, J J “ L ATd3 L AR1s503482 48820 o 43.05 67.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000 L L SULLL L SRR
14. 00 14. 20 14. 40 14. 60
m/z 71.10 65.08%
L4070 110 10 zse0
mz> | s 100 1o 20 Zo  mo o ao
Abundance #140553: 1-lodo-2-methylundecane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 47 .51%
\ l ] JQ%O 169.0 211.0 296.0
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane RN Bl B R Ea e
57.0 14.00 14.20 14.40 14.60
m/z 41.00 30.25%
5000
99.0
15q\J | | 1410 1830 2250 296.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 400 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.61 4.00 ng 344141 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2129 (14.609 min): BF109902.D (-2126) (-) m/z 57.05 100.00%
57.0
5000
J 9.1 3241 14.20 14140 14.60 14.80 15.00
155.1 215.1 : : : : :
o....|,.-'-“ﬂl:,‘....,.l...z,s.g.l..~..l..,....,4.15.‘-? m/z 71.10  62.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57.0
5000 AR DA B SO B

14.20 14,40 14.60 14.80 15.00
m/z 43.10 60.09%

99.0
141.0 324.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
R R e e N R
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 48.04%
99.0
ch by 1410 1830 225.0 267.0 309.0  367.0
L e e LA B B B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A B R I B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 23.45%
5000
99.0
250l | 1 J | 141.0 1830 2250 296.0
A T e T e e T e T R B e N R
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .93 4.16 ng 520985 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 2183 (14.927 min): BF109902.D (-2179) (-) m/z 57.10 100.00%

1

5000

99.1 14.60 14.80 15.00 15.20

141.1 179.0211.2 254.1 295.1

346.1

0 m/z 43.10 62.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
5000 LN L L L L L LB L |
14.60 14.80 15.00 15.20
99.0 m/z 71.10 61.54%
— .!J.,J..Jﬁ.ﬂ#.q....}....,....,....,...
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43.0
R e e e |
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 46.43%
210.0
‘ Lyl 1270 1890 "7 | 267.0 3230
e B e e I A e o o o e B e B B LN B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.93%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
I B ....,.... B o LA A o o s o o o B R EREEEE RS SRR
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\
Data File : BF109902.D

Aca On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample : J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 13 Tridecane, 7-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.16 3.66 ng 459387 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2393 (16.162 min): BF109902.D (-2388) (-) m/z 57.05 100.00%
57.0
5000 85.1 ]\_,ANNA_p_N_Vj\ﬁJ/\\_W,,N,“~V
| thﬂuwn%nﬁzzmomu3WM%1 1580 16,00 16.20 1640
— ,.s hod o no0e196.1 2002 2670 3021 3370 m/z 71.10 64.98%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57.0
29.0
5000 85.0 A SRR AR B
15.80 16.00 16.20 16.40
182.0 m/z 43.10 57.37%
L4 PP | uosssozees
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 49 _.90%
29"9‘ i Iy [M301410160.0197.0225.0253.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R R e T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 19.14%
85.0
5000
113.0
%JiJHJd Mmm%mmnmmwmmmwmm
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101618\
Data File : BF109902.D

Acq On : 16 Oct 2018 13:53

Operator : JU/SJ

Sample - J5524-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.35 14.9 ng 1295870 1 6.98 1744170 20.0
2-Pentanone, 4-hy... 5.23 4.2 ng 363064 1 6.98 1744170 20.0
unknown6.75 6.75 89.0 ng 7761170 1 6.98 1744170 20.0
n-Hexadecanoic acid 12.02 3.9 ng 355973 4 11.52 1805210 20.0
n-Nonadecanol-1 12.54 2.3 ng 205631 4 11.52 1805210 20.0
Octadecanoic acid 12.81 6.8 ng 609059 4 11.52 1805210 20.0
5-Eicosene, (E)- 13.98 7.2 ng 622135 5 14.16 1721420 20.0
Octadecane 14.30 3.5 ng 300798 5 14.16 1721420 20.0
Tricosane 14.61 4.0 ng 344141 5 14.16 1721420 20.0
Docosane 14.93 4.2 ng 520985 6 15.69 2507330 20.0
Tridecane, 7-hexyl- 16.16 3.7 ng 459387 6 15.69 2507330 20.0
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