LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 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-BF110619.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 2.216 16 22 33 rvB 1119329 1494153 26.45% 2.707%
2 5.140 511 519 527 rBV 896521 1048015 18.55% 1.898%
3 5.539 582 587 590 rBY 5009927 4622345 81.82% 8.373%
4 6.545 752 758 762 rBVY 4719254 5060389 89.57% 9.166%
5 6.692 778 783 786 rBVY 5483325 5054945 89.47% 9.157%
6 6.922 819 822 826 rVB 1788437 1604065 28.39% 2.906%
7 7.081 845 849 853 rBVY 4475473 3896770 68.97% 7 .059%
8 7.486 913 918 921 rBVY 3324096 3109862 55.05% 5.633%
9 8.210 1037 1041 1045 rBVY 2560674 2116934 37.47% 3.835%
10 9.286 1220 1224 1228 rBvV 5835261 5649592 100.00% 10.234%

11 9.404 1239 1244 1255 rVB 379115 355435 6.29% 0.644%
12 9.680 1287 1291 1294 rBV 795847 616748 10.92% 1.117%
13 9.974 1337 1341 1344 rBV 2936428 2472892 43.77% 4_479%
14 10.551 1436 1439 1447 rBV 58596 69487 1.23% 0.126%
15 10.763 1470 1475 1478 rBV 4307993 3851291 68.17% 6.976%

16 11.463 1590 1594 1598 rBV 2923276 2544051 45.03% 4.608%
17 11.527 1601 1605 1608 rVB2 74645 80080 1.42% 0.145%
18 11.692 1628 1633 1640 rBV5 34847 78656 1.39% 0.142%
19 11.986 1679 1683 1688 rBV 622090 542394 9.60% 0.982%
20 12.510 1769 1772 1778 rBV 411103 539380 9.55% 0.977%

21 12.710 1803 1806 1810 rVB 114898 98332 1.74% 0.178%
22 12.774 1814 1817 1822 rBV 156093 172948 3.06% 0.313%
23 13.057 1860 1865 1868 rBV 5928760 5285278 93.55% 9.574%
24 13.957 2014 2018 2026 rBV2 374866 704285 12.47% 1.276%
25 14.110 2041 2044 2048 rVB 1913596 1832008 32.43% 3.319%

26 14.586 2122 2125 2128 rBV2 93535 133444 2.36% 0.242%
27 14.986 2190 2193 2196 rBV 172021 175166 3.10% 0.317%

28 15.621 2296 2301 2305 rBV 1401369 1824620 32.30% 3.305%
29 15.662 2305 2308 2314 rVB4 92207 172312 3.05% 0.312%

Sum of corrected areas: 55205877

8270-BF110619.M Wed Nov 13 15:53:12 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117762.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.

2.22 18.63 ng 1494150 1,4-Dichlorobenzene-d4 6.93
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 23 (2.222 min): BF117762.D (-16) (-) m/z 73.00 100.00%
7B

-

5000 43
55 87
37, 67 79 2.20 2.30 2.40 2.50 2.60
et SO | M/Zz 43.00  38.25%
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 87.10 26.43%
29
35 L1 | 67 |
R e S R o e e  RERE RS R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.61%

d

T N 129
,,,,, e e
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051.1,3D|oxolane,2—methyl AR RARAE
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 12 .36%
5000 43
58
N A O e O
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.14 13.07 ng 1048020 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 519 (5.140 min): BF117762.D (-511) (-) m/z 43.00 100.00%
43
59
5000
T 250 500 550 540
....,....',':...'|,..7.1.f‘~.3...',|....,....,....,....,....,210.7.. m/z 59.00 53.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I L
59 480 500 520 540
m/z 101.00 19.90%
15 4 101
83
i il L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.65%
101
15 31 | Bes g
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e e
59 480 5.00 5.20 5.40
m/z 41.00 8.52%
5000 41
T "'MJ"'d‘i"Zq NS ""|1?§"%4?"'| BB SEBY SR B SARRE SRERE RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.69 63.03 ng 5054950 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 783 (6.692 min): BF117762.D (-778) (-) m/z 132.00 100.00%
5000 68
40 % J 640 660 6.80 7.00
54 . : : :
|7 er | sus o w/z 68.00 39.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS A A

6.40 6.60 6.80 7.00
m/z 134.00 34 .42%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
I EE e  ERREE R
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.01%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A R AR R B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.21%
116
5000 98
m/z--> 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\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8

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

9.40 2.87 ng 355435 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 59
3 Metacetamol 151 C8H9NO2 000621-42-1 59
4 N-Cvclopropvl-p-fluorobenzvlamine 165 C10H12FN 1000250-88-9 43
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 43

Abundance Scan 1243 (9.398 min): BF117762.D (-1239) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 9.00 9.20 9.40 9.60 9.80
123 : : : : :
...,....',|:..-'.',.-'.|..--,l.'.n.ﬁ.e,.'."='.,-...'1.3,7..:.,.19?.,....,...., m/z 109.10  65.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 S AN AR R
9.00 9.20 9.40 9.60 9.80
57 69 85 m/z 151.10 40.04%
169
a5 2 ol B | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109
9.00 9.20 9.40 9.60 9.80
5000 m/z 40.95 21.35%
151
15 27 41 53 65 M 92 | 122136 |
miz--> b b e w0 16 o 1o 1k i 2o
Abundance #24779: Metacetamol
109 9.00 9.20 9.40 9.60 9.80

m/z 69.00 13.81%

5000 151
43

80
15 27 54 65 | 91 | 122135 |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.26 ng 542394 Phenanthrene-d10 11.46
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1684 (11.992 min): BF117762.D (-1679) (-) m/z 72.95 100.00%

43 7

5000

_F::===——

11.60 11.80 12.00 12.20 12.40
m/z 60.00 85.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 TTTT LA B R LELELELEN B

11. 60 11. 80 12. OO 12 20 12. 40
056 m/z 43.00 84.33%

157 41g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
a3 | B
L R R R
11.60 11.80 12.00 12.20 12.40
5000 m/z 41.00 74 .09%
2 129 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid T
43 73 11.60 11.80 12.00 12.20 12.40
m/z 57.00 65.35%
5000 129
2
l |1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 7
R.T. EstConc Area Relative to ISTD R.T.

12.51 4.24 ng 539380 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 1772 (12.510 min): BF117762.D (-1769) (-) m/z 55.00 100.00%

8

5000

3

125 S,
140154 168182106 224 12.20 12.40 12.60 12.80

m/z 83.05 91.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81246: Cyclohexadecane

55
41 69 83

97

3

12.20 12.40 12.60 12.80
m/z 43.00 87.83%

5000

125
139153167181 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1
55 83
69 97 Rl Baa m m e
4 12.20 12.40 12.60 12.80
5000 111 m/z 57.05 81.99%
125
2 ) g | B915a168182106210 238
”.“.”,”.,.”.“.”,”.. e e RAmmamE S
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #182418: Bromoacetic acid, pentadecy! ester R B B
4B 57 g3 12.20 12.40 12.60 12.80
m/z 69.05 77.96%
97
5000 0
111
29 ‘ 125
141 182
S T Y et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111219\
Data File : BF117762.D

Aca On : 12 Nov 2019 16:29

Operator :© JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.69 ng 704285 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2019 (13.962 min): BF117762.D (-2014) (-) m/z 57.10 100.00%
[ | ’/MJ\H\«/\\/
5000
3 154 182 207 248 13.60 13.80 14.00 14.20
2 283 m/z 43.05 88.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127768: Cycloeicosane
56
83
5000 SRR PR SR B
29 13.60 13.80 14.00 14.20
m/z 55.00 81.46%
139 168 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 m/z 97.10 81.31%
29
Ll 139 167 106 233 266 294 rﬂNnmJ/MmJ\AﬁMﬁM*NJ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate R AR EEEEE T
57 83 13.60 13.80 14.00 14.20
m/z 83.05 80.59%
o ﬁAwWA\m/ﬁ/mep\amxwwff\meW
167 196 222 266 294 322340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111219\
Data File : BF117762.D

Acq On : 12 Nov 2019 16:29

Operator : JU

Sample : K5789-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.22 18.6 ng 1494150 1 6.93 1604070 20.0
2-Pentanone, 4-hy... 5.14 13.1 ng 1048020 1 6.93 1604070 20.0
unknown6 .69 6.69 63.0 ng 5054950 1 6.93 1604070 20.0
2,4,7,9-Tetrameth. .. 9.40 2.9 ng 355435 3 9.97 2472890 20.0
n-Hexadecanoic acid 11.99 4.3 ng 542394 4 11.46 2544050 20.0
Cyclohexadecane 12.51 4.2 ng 539380 4 11.46 2544050 20.0
Cycloeicosane 13.96 7.7 ng 704285 5 14.11 1832010 20.0
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