LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 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-BF012519.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 2.134 3 8 17 rVB 157668 230022 5.82% 0.693%
2 3.916 306 311 319 rVB 42481 60197 1.52% 0.181%
3 5.063 503 506 519 rVB 117095 183247 4.64% 0.552%
4 5.428 564 568 569 rBV 42706 44320 1.12% 0.134%
5 5.475 572 576 597 rVB 3540052 3550944 89.86% 10.705%

6.487 743 748 765 rBV 3501166 3846983 97.35% 11.598%
6.610 765 769 772 rVV 4315155 3951776 100.00% 11.914%
6.657 774 777 782 rVB 69568 72628 1.84% 0.219%
6.828 803 806 814 rBV 858270 837944 21.20% 2.526%
6.987 829 833 837 rBV 3114050 2917556 73.83% 8.796%

=
QO ~NO®

11 7.398 898 903 906 rBV 2459357 2305384 58.34% 6.950%
12 8.110 1019 1024 1037 rBV 1038016 1129813 28.59% 3.406%
13 9.186 1202 1207 1210 rBV 4262549 3800968 96.18% 11.459%
14 9.581 1270 1274 1282 rVB 288274 270845 6.85% 0.817%
15 9.869 1319 1323 1333 rVB 1299176 1194985 30.24% 3.603%

16 10.663 1454 1458 1467 rBV 2863468 2763644 69.93% 8.332%
17 11.357 1572 1576 1587 rBV 1259377 1207896 30.57% 3.642%
18 11.886 1662 1666 1673 rBV2 535646 641750 16.24% 1.935%
19 12.669 1796 1799 1805 rBV 374755 420595 10.64% 1.268%
20 12.939 1841 1845 1850 rBV 2951382 2717346 68.76% 8.192%

21 13.833 1995 1997 2002 rBV 310620 302479 7.65% 0.912%
22 14.010 2024 2027 2030 rBV 773076 718628 18.18% 2.167%

Sum of corrected areas: 33169950
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\

BF112460.D
8 Feb 2019 15:30
JussJ
K1409-01
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6

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

2.13 5.49 ng 230022 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF112460.D (-3) (-) m/z 73.10 100.00%
3
5000
43
55 87 U R U UL U I
35 || | &7 220 2.30 2.40 2.50
e L m/z 43.10 34.36%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 U R U UL AR
43 55 2.20 2.30 2.40 2.50
07 87 m/z 87.10 24 .55%
dodi@ e ooyl |
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
U R U UL U
2.20 2.30 2.40 2.50
5000 43 m/z 55.10 23.14%
58
29 87
0 III"H"I""'IH"I""I""I'*"I""I""I""I""III
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8363: 3-Hexanol, 2—methy|— LA L L L L BB B
5 7B 2.20 2.30 2.40 2.50
m/z 41.10 12.74%
5000
43
. el o er |l s a 115 \
m/z--> 20 30 40 50 60 70 80 90 100 110 120 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.

5.06 4_.37 ng 183247 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF112460.D (-503) (-) m/z 43.00 100.00%
43
59
5000
T Tako 5h0 520 S0
83 : : : :
Ol 40 Wl 89 8 w/z 59.10  56.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN R R R R
59 480 500 520 5.40
m/z 101.10 21.11%
o 25 3t 37 , 83 o3 M1
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 14.87%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R L A e oy
59 480 5.00 5.20 5.40
31 m/z 41.10 10.99%
5000 41
73
0 1\5 ‘ | 147 53\ , 87 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 94 .32 ng 3951780 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 769 (6.610 min): BF112460.D (-765) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTT T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
Obr et ?:1:~.-.|,..':'.,..5.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 40.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R RS SRR R
6.0 6.40 6.60 6.80 7.00
78 m/z 134.00 33.39%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .11%
39 91
51 65
B 0 7SS -
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 0
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B E s
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.24%
5000
33 am 70 g7 105
0 5% e | | ous
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 10.63 ng 641750 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1667 (11.892 min): BF112460.D (-1662) (-) m/z 73.00 100.00%

43 73

5000

—

213
1571714185 256 L L e
11.60 11.80 12.00 12.20
0! m/z 43.10 82.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43
5000 129 LA L L L L LB LB
11. 60 11. 80 12. 00 12 20
m/z 60.05 82.26%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73
R RN ELEEE LRy
3 11.60 11.80 12.00 12.20
5000 43 57 129 m/z 41.10 73.57%
185
228
143
| \\‘M ‘M I L
Obrrrprrrrprrerrperery ”v”hnu.w.”n.”.P.“\”” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid I EAmEmEEE RS
43 | 73 11.60 11.80 12.00 12.20
5 m/z 55.10 72 .64%
5000
29
Ot et R EREE mm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.67 6.96 ng 420595 Phenanthrene-d10 11.36
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Eicosanoic acid 312 C20H4002 000506-30-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1799 (12.669 min): BF112460.D (-1796) (-) m/z 73.00 100.00%

5000

)
f

185 241

284
12.40 12.60 12.80 13.00
308326 | w7z 43.10 99.61%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
i W\/\/WJ
5000 LA L L L L L LB
12. 40 12. 60 12. 80 13. OO
m/z 55.10 85.79%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 3
R N RAREEEE R R R
12.40 12.60 12.80 13.00
5000 129 m/z 59.95 81.06%
i
0..w.lnwh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid R e A RRRRE e
3 12.40 12.60 12.80 13.00
43 m/z 57.10 T77.42%
5000 129
185 228
0...“..q..“,.y. m.h”.wa:u..%?glﬁ?...” N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112460.D

Aca On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample : K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.42 ng 302479 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 (1R.1S.8R.8ArN-8-hvdroxv-1-(2-ac... 296 C18H3203 1000298-98-5 90
3 1-Docosene 308 C22H44 001599-67-3 87
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 87
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
Abundance Scan 1996 (13.827 min): BF112460.D (-1995) (-) m/z 57.10 100.00%

57 g3

5000
3 143 180 213 L4909 292311 337 364 13.60 13.80 14.00 14.20
(0} m/z 43.10 90.51%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
3 83
5000 LU B e
29 111 1360 13.80 14.00 14.20

m/z 83.10 84 ._.44%

o} e e
m/z--> 50 100 150 200 250 300 350
Abundance #141208: (1R,1S,8R,8Ar)-8-hydroxy-1-(2-acetoxyethyl)-1,2,5...
55
109 LA L L L L LB
13.60 13.80 14.00 14.20
5000 79 177 236 m/z 55.10  74.20%
135 203
I ] 29 38
ol il
m/z--> 50 100 150 200 300 350
Abundance #151537: 1- Docosene e A BAREE RS
57 97 13.60 13.80 14.00 14.20
m/z 41.10 58.70%
5000
29 125 308
153
181
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020819\
Data File : BF112460.D

Acq On : 8 Feb 2019 15:30

Operator : JU/SJ

Sample - K1409-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.13 5.5 ng 230022 1 6.83 837944 20.0
2-Pentanone, 4-hy... 5.06 4.4 ng 183247 1 6.83 837944 20.0
unknown6 .61 6.61 94.3 ng 3951780 1 6.83 837944 20.0
n-Hexadecanoic acid 11.89 10.6 ng 641750 4 11.36 1207900 20.0
Octadecanoic acid 12.67 7.0 ng 420595 4 11.36 1207900 20.0
Cyclohexadecane 13.83 8.4 ng 302479 5 14.01 718628 20.0
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