LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 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-BF020318.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 2.157 7 12 23 rvVB 412377 572465 12.32% 1.531%
2 5.116 512 515 526 rVB 197822 251932 5.42% 0.674%
3 5.504 576 581 585 rBVY 4232204 4646535 100.00% 12.424%
4 6.516 747 753 756 rBVY 4080805 4425559 95.24% 11.833%
5 6.657 772 777 780 rBVY 4490564 4417906 95.08% 11.813%
6 6.886 812 816 819 rBVY 1250559 1069092 23.01% 2.859%
7 7.039 838 842 846 rBVY 3476397 3379040 72.72% 9.035%
8 7.445 906 911 915 rBVY 2834781 2979498 64.12% 7.967%
9 8.169 1030 1034 1037 rBV 1452317 1307065 28.13% 3.495%
10 9.245 1212 1217 1220 rBvV 4009065 3930246 84.58% 10.509%
11 9.316 1226 1229 1232 rVB 67374 51971 1.12% 0.139%

12 9.633 1279 1283 1286 rBV 406765 358825 7.72% 0.959%
13 9.845 1315 1319 1322 rBV 181390 139782 3.01% 0.374%
14 9.922 1328 1332 1340 rBV 1347799 1213229 26.11% 3.244%
15 10.345 1401 1404 1407 rVB 204143 152361 3.28% 0.407%

16 10.563 1436 1441 1444 rBV 45077 58654 1.26% 0.157%
17 10.710 1463 1466 1477 rVV 1921594 2021844 43.51% 5.406%
18 10.816 1481 1484 1494 rVB 145635 161407 3.47% 0.432%
19 11.269 1557 1561 1563 rBV 59567 53422 1.15% 0.143%
20 11.410 1581 1585 1589 rBV 1078895 942515 20.28% 2.520%

21 12.998 1850 1855 1858 rBV 3011171 2761094 59.42% 7.383%
22 13.880 2001 2005 2016 rBV 442952 457722 9.85% 1.224%
23 14.051 2030 2034 2038 rBV 1001312 938426 20.20% 2.509%
24 14.515 2109 2113 2118 rBvV4 33480 48061 1.03% 0.129%
25 15.539 2281 2287 2297 rBV 694788 932563 20.07% 2.493%

26 16.051 2369 2374 2380 rBvV4 40542 79056 1.70% 0.211%
27 16.509 2448 2452 2457 rBV3 27031 49520 1.07% 0.132%
Sum of corrected areas: 37399790

8270-BF020318.M Mon Feb 12 09:56:48 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102901.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.16 10.71 ng 572465 1,4-Dichlorobenzene-d4 6.89
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (2.157 min): BF102901.D (-7) (-) m/z 73.00 100.00%
7B
5000 43
55 87
37| 67 11, 79 2.20 2.30 2.40 2.50 2.60
o S N O FRPR. A - O — m/z 43.00 43.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.86%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 24 .75%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- N Bama T AR
7B 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14.63%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 5

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

5.12 4.71 ng 251932 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF102901.D (-512) (-) m/z 43.00 100.00%
a3
59
5000
1ot 4.80 500 5.20 5.40
oot Sl e | W2 50.00  %8.81W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L I
59 480 500 520 540
m/z 101.00 18.03%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 m/z 58.00 16.69%
a1 101
o 15 3t 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester LR EEaEET
59 4.80 500 5.20 5.40
m/z 41.00 8.60%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 82.65 ng 4417910 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF102901.D (-772) (-) m/z 132.00 100.00%
5000 68
40 54 S S " 640 6.60 6.80 7.00
o} B R R m/z 68.00 40.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N AR AR S A
6.40 6.60 6.80 7.00
33 44 o 105 m/z 134.00 33.62%
60
U R U P--‘--ﬁo--- JI'M'%¥5I' L S S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 27.60%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132 6.40 6.60 6.80 7.00
m/z 68.95 15.78%
117
5000
29 91
27 7 51 65 77 105 ‘
0 IN"'f'JN'NN"NI'“*'HN"MI'P"I""I""I"" IS LRSS S UL L
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:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tridecane Concentration Rank 8

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

9.85 2.30 ng 139782 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Undecane 156 C11H24 001120-21-4 59

Abundance Scan 1320 (9.851 min): BF102901.D (-1315) (-) m/z 57.00 100.00%
57
43
71
5000 85
99 9.60 9.80 10.00 10.20
113
ST O S P S C N - O B oy = b o R -7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
85 9.60 9.80 10.00 10.20
29 m/z 71.00 58.84Y%
oL 15 N L L ‘ 99 113 127 141 155 184
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.05 41 .04%
29
ol 15 99 113 127 141 155 169 198
m/z--> 50 Jo éo 85 160 150 140 160 180 260 250
Abundance #83025: Hexadecane
43 97 9.60 9.80 10.00 10.20
m/z 41.00 32.33%
5000 n
85
29
o ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.51 ng 152361 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1405 (10.351 min): BF102901.D (-1401) (-) m/z 57.00 100.00%

g7

5000

10.00 10.20 10.40 10.60

o m/z 43.00 61.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 ¥
5000 71 LI L L I L L L B
85 10.00 10.20 10.40 10.60
29 m/z 71.05 46.74%
0 Do “ 99 113127 141 155 160 183 197 226
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 a5 m/z 85.00 40.44%
29 9
o 113 127 141 155 169182 196 210 240
T T T T T T T e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.00 27 .55%
71
5000 85
29
ol 15 “ Wb 4 %9 113 127 141 1565 169 198
N o o o e A RARRNEEEEEEEEEE EEE RS a T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102901.D

Aca On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample : J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 9.76 ng 457722 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2005 (13.880 min): BF102901.D (-2001) (-) m/z 57.00 100.00%
o7
83
5000
111
139 13.60 13.80 14.00 14.20
- Ll seraee W/Zz 55.00 95.06%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000
29 13.60 13.80 14.00 14.20
‘ L 125 m/z 43.00 84.48%
oL 4 | ,H,‘M‘I M3 %8
m/z--> 50 100 150 200 250 300 350
Abundance
55 83 k
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 76.31%
29
0 139 467 196 224 252 280 308
m/z--> éo 160 1éo 260 250 360 3éo '
Abundance #215904: Octacosanol e S N R
57 13.60 13.80 14.00 14.20
97 m/z 68.95  72.94%
5000
125
0 2?‘ b i m ;153 181 209 236 264 202 322 364 392 k A
m/z--> éo 100 150 260 250 300 3éo ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020918\
Data File : BF102901.D

Acq On : 9 Feb 2018 20:53

Operator : SJ/JU

Sample - J1506-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.16 10.7 ng 572465 1 6.89 1069090 20.0
2-Pentanone, 4-hy... 5.12 4.7 ng 251932 1 6.89 1069090 20.0
unknown6 .66 6.66 82.7 ng 4417910 1 6.89 1069090 20.0
Tridecane 9.85 2.3 ng 139782 3 9.92 1213230 20.0
Hexadecane 10.35 2.5 ng 152361 3 9.92 1213230 20.0
1-Docosene 13.88 9.8 ng 457722 5 14.05 938426 20.0
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