LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032719\
Data File : BF113328.D
Aca On : 27 Mar 2019 13:57 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2102-01 TT-001-IDWSO-20190325
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF032519.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 5.316 545 549 575 rBVY 2799008 3009715 85.78% 9.594%
2 6.345 720 724 742 rBVY 2894729 3241732 92.39% 10.333%
3 6.475 742 746 749 rBVY 3447040 3085339 87.94% 9.835%
4 6.698 781 784 794 rVB 1045256 985671 28.09% 3.142%
5 6.857 807 811 821 rBVY 2809731 2458535 70.07% 7.837%
6 7.263 875 880 883 rBVY 2130105 1913488 54.54% 6.099%
7 7.981 998 1002 1018 rBVY 1215895 1269743 36.19% 4._.047%
8 9.057 1181 1185 1198 rBV 3686160 3508597 100.00% 11.184%
9 9.451 1248 1252 1260 rBV 206856 222723 6.35% 0.710%
10 9.733 1296 1300 1312 rBV 1491762 1402467 39.97% 4_470%

11 10.516 1429 1433 1448 rBV 1757172 1821444 51.91% 5.806%
12 11.210 1547 1551 1566 rVB 1607996 1502146 42.81% 4._.788%
13 11.751 1635 1643 1652 rBV3 65994 132444 3.77% 0.422%
14 12.527 1771 1775 1788 rBV 136821 265430 7.57% 0.846%
15 12.792 1815 1820 1823 rBV 3401226 3209237 91.47% 10.230%

16 13.774 1977 1987 1993 rBV6 81421 318293 9.07% 1.015%
17 13.839 1994 1998 2009 rVB 1053766 1190546 33.93% 3.795%
18 14.010 2024 2027 2030 rBV 60020 51452 1.47% 0.164%
19 14.310 2075 2078 2083 rVB 90218 86467 2.46% 0.276%
20 14.604 2125 2128 2132 rVB 126216 121149 3.45% 0.386%

21 14.916 2177 2181 2186 rBV 144438 170175 4._.85% 0.542%
22 15.239 2231 2236 2239 rBV 771004 1060984 30.24% 3.382%

23 15.663 2303 2308 2314 rVB 130889 195483 5.57% 0.623%
24 16.121 2381 2386 2396 rBV2 76430 148463 4.23% 0.473%

Sum of corrected areas: 31371723
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032719\
Data File : BF113328.D

Aca On : 27 Mar 2019 13:57

Operator : JU/SJ

Sample : K2102-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M

TT-001-IDWS0-20190325

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 unknown6.47 Concentration Rank 1

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

6.47 62.60 ng 3085340 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 745 (6.469 min): BF113328.D (-742) (-) m/z 132.00 100.00%
5000 68
6 R B e
40 54 | 75 104 6.20 6.40 6.60 6.80
o....,...:ll!..“ﬁ:!..??:.n.',....,..5.‘?,..!.,.-:..,.1.1?.,....,~'...,.. m/z 68.00 43.52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBERARSE RS LRSS S
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.75%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132

6.20 6.40 6.60 6.80

5000 m/z 65.95 27.37%
9 57 69 76
89 g7103 ‘
NN . L P . i |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AR R
132 6.20 6.40 6.60 6.80
m/z 69.00 16.83%
5000 67
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L]y 89 || 103110 | 124 ||
e e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 4_.46 ng 265430 Chrysene-di12 13.84
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1775 (12.527 min): BF113328.D (-1771) (-) m/z 43.00 100.00%
43 78
57
5000 129
185 241 LN LU BLELELEL BRI BRI |
199913227 12.20 12.40 12.60 12.80
Ot m/z 73.00 96.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 T T T T T[T T T[T T T T[T T
nmnmnmnm
m/z 59.95 77 .43%
. 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o ISRV BRSNS
12.20 12.40 12.60 12.80
5000 m/z 57.00 75.83%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A B m mmaE s
78 12.20 12.40 12.60 12.80
43 m/z 54.95 63.12%
5
5000 129
- 185 228
115
1 143,:7171
ok |....|...T..]T H‘ “.‘..l‘..:!-.5|7.....‘..]-.glgu??-?..‘......|....|... L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.35 ng 318293 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Hexadecanol 242 C16H340 036653-82-4 95
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 1986 (13.769 min): BF113328.D (-1977) (-) m/z 55.00 100.00%

56 83

5000

3

13.40 13.60 13.80 14.00
m/z 43.00 86.57%

1P6 154 193908

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

:

5000

13.I4O 13.I60 13.I8O 14.I00
m/z 83.00 86.05%

29

o 167182 210 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

o
o1
(o]
@

13.40 13.60 13.80 14.00
m/z 97.00 80.03%

5000
29
—— 182 20 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol L BT o e
56 83 13.40 13.60 13.80 14.00
m/z 57.00 79.83%
5000
29 139 6
ol 167182 210 238 264280 308
 RARARRaEARESY R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.28 ng 121149 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2127 (14.598 min): BF113328.D (-2125) (-) m/z 57.00 100.00%
5000
155 185207 1270 14 1460 1480 1900
0! m/z 71.00 64 .16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR AL DAL BRI B
mmmmmmmmmm
113 m/z 43.00 64 .04%
oL20) {4 I ]1?11169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 2%0 360 3éo 460
Abundance #184946: Hexadecane, 1-iodo-
57
a5 14.20 14.40 14.60 14.80 15.00
5000 m/z 84.95 49.08%
225
113
oL [T e0n0s | w
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- L B e I
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.21%
5000 85
oL 31 L || (118141 160 197 2 267 204 323 352
m/z--> 5'0 1(')0 1éo 2(')0 251,0 3(')0 3éo 4(')0 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.21 ng 170175 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2182 (14.921 min): BF113328.D (-2177) (-) m/z 57.00 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141 169
ob——3t Ak .11.-l|, Loy P 197 221 298 284 | "m/z 71.00 67.17%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR SN UL SRR
mmmmmmmm
m/z 43.00 57.74%
29 113
oLl L0 || LM 160 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 50.58%
o 31“} [ M3 141 160 197 0 67 204 323 32
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #184946: Hexadecane, 1-iodo- LI L L L N BN |
57 14.60 14.80 15.00 15.20
m/z 54.95 20.63%
85
5000
225
29 113 941
oL { } | -“-L‘. LiPee | w2 e
m/z--> 50 100 150 200 250 300 350 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.66 3.68 ng 195483 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2308 (15.663 min): BF113328.D (-2303) (-) m/z 57.00 100.00%

5000

15.40 15.60 15.80 16.00
m/z 71.00 63.68%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

5000

15.40 15.60 15.80 16.00
m/z 43.00 55.01%

141 183 225 282

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R S REEmE s
15.40 15.60 15.80 16.00
5000 m/z 85.00 49.55%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

o A B o o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane T B
57 15.40 15.60 15.80 16.00
m/z 55.00 22.38%
5000
99
ol 28] ||} | M7 183 225 27 309 361 422
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032719\

Data File : BF113328.D

Aca On - 27 Mar 2019 13:57

Operator : JU/SJ

ﬁ?ggle : K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.80 ng 148463 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2386 (16.121 min): BF113328.D (-2381) (-) m/z 57.00 100.00%
7
85
5000
183 211 15.80 16.00 16.20 16.40
ol AL 265 395 m/z 71.00 76.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 R A RN IR R
15.80 16.00 16.20 16.40
m/z 43.00 60.02%
oL 30 L4 J1}311?1,169 197 239 267 204 323 352
m/z--> 5 100 150 200 2éo 300 350 400
Abundance #175559: Tetracosane
57
o 15.80 16.00 16.20 16,40
5000 m/z 85.00 56.49%
29
oL lil] | 113,141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B B B e
57 15.80 16.00 16.20 16.40
m/z 55.00 23.28%
- T J\AJ\/WH,]\/\AN\W
113 14
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 M 250 300 350 400 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032719\

Data File : BF113328.D

Acq On : 27 Mar 2019 13:57

Operator : JU/SJ

3?22'6 - K2102-01 TT-001-IDWSO-20190325
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 62.6 ng 3085340 1 6.70 985671 20.0
Octadecanoic acid 12.53 4.5 ng 265430 5 13.84 1190550 20.0
1-Heneicosanol 13.77 5.3 ng 318293 5 13.84 1190550 20.0
Triacontane 14.60 2.3 ng 121149 6 15.24 1060980 20.0
Heneicosane 14.92 3.2 ng 170175 6 15.24 1060980 20.0
Eicosane 15.66 3.7 ng 195483 6 15.24 1060980 20.0
Heptadecane, 9-oc... 16.12 2.8 ng 148463 6 15.24 1060980 20.0
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