LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 height area % max. total
1 5.463 570 574 596 rBV 4863360 5056288 93.26% 11.102%
2 6.481 742 747 764 rBV 4991733 5421607 100.00% 11.905%
3 6.610 764 769 772 rBV 5187635 5160286 95.18% 11.331%
4 6.828 803 806 815 rBV 1336358 1152166 21.25% 2.530%
5 6.987 829 833 844 rBV 4338989 3826626 70.58% 8.402%

7.393 898 902 912 rBV 3292274 3363912 62.05% 7.386%
8.110 1021 1024 1033 rBV 1504702 1461534 26.96% 3.209%
9.187 1203 1207 1218 rBV 5637547 5288315 97.54% 11.612%
9.581 1270 1274 1283 rBV 852131 805876 14.86% 1.770%
9.869 1319 1323 1331 rVB 1875171 1636434 30.18% 3.593%

=
QO ~NO®

11 10.516 1428 1433 1438 rBV2 94205 131356 2.42% 0.288%
12 10.663 1454 1458 1468 rBV 3310398 3349593 61.78% 7.355%
13 10.781 1473 1478 1481 rBV 190347 198490 3.66% 0.436%
14 11.245 1553 1557 1562 rVB 203603 223859 4._.13% 0.492%
15 11.357 1572 1576 1580 rBV 1613404 1596459 29.45% 3.505%

16 11.592 1613 1616 1619 rBV 74041 79157 1.46% 0.174%
17 11.875 1661 1664 1673 rBV 253033 330994 6.11% 0.727%
18 12.939 1840 1845 1848 rBV 3845359 3842228 70.87% 8.437%
19 13.833 1994 1997 2006 rBv4 122529 271356 5.01% 0.596%
20 13.998 2021 2025 2032 rBV 1259721 1138442 21.00% 2.500%

21 14.451 2099 2102 2105 rBV 96399 96653 1.78% 0.212%
22 14.751 2151 2153 2156 rVB 86898 71425 1.32% 0.157%
23 15.468 2270 2275 2284 rVB 762823 1039056 19.17% 2.282%

Sum of corrected areas: 45542112
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114471.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.61 Concentration Rank 1

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

6.61 89.58 ng 5160290 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 769 (6.610 min): BF114471.D (-764) (-) m/z 132.00 100.00%
5000 68
96 SRS SRR
40 g4 J 6.20 6.40 6.60 6.80 7.00
ojﬂ—rﬁ%—fur,—m?ﬁ g7 lsus o m/z 68.05  41.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS AR L
620 640 6.60 6.80 7.00
2 78 m/z 134.00 33.46%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.96%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.07%
117
5000
29 91
A o Nl
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.49 ng 198490 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 58
Abundance Scan 1478 (10.781 min): BF114471.D (-1473) (-) m/z 57.05 100.00%
57
5000
4 85 N T
113
141 183 10.40 10.60 10.80 11.00
0 ...,....,...|,.!'..,-....1,..!l.,.'...,....l,‘??..,!... A A B Tm/z 71.10 64.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83031: Tridecane, 5-propyl-
57
5000 4 AL SR BN SO B
10,40 10,60 10.80 11.00
8 , m/z 43.00 53.17%
. 4L 188 a0
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
a 10.40 10,60 10.80 11.00
5000 m/z 41.10 28.51%
85
112
ol 14 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71407: Dodecane, 2,7,10-trimethyl- A BEE o
57 10.40 10.60 10.80 11.00
m/z 85.05 26.27%
5000
4 85
m/z--> 2'0 4'0 60 8|O 100 120 140 160 180 200 220 240 260 280 300 320 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.25 2.80 ng 223859 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
4 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1558 (11.251 min): BF114471.D (-1553) (-) m/z 57.05 100.00%
g7
71

5000 43

11.00 11.20 11.40 11.60
m/z 71.10 71.20%

210 233247

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #48831: Tridecane
43 57
5000 71 LIS L L LL  LL
11.00 11.20 11.40 11.60
29 85 m/z 43.10 43.48%
0 ‘\‘ ‘ ‘ | ‘ 9H9 113 141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
71 L L L e
11.00 11.20 11.40 11.60
5000 43 m/z 85.10 36.64%
29 85

o 99113 441155 183107
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R B e
57 11.00 11.20 11.40 11.60
71 m/z 41.10 24 _92%
43
5000 85
99113
L ‘ I | 7, 141155169183  211225239253267281296

L S et L s S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 4_.15 ng 330994 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 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1663 (11.869 min): BF114471.D (-1661) (-) m/z 43.00 100.00%
57_73
5000
7 129 198 L AR SUNIN SR B
B a5 a7 077 213,00 541 256 11.60 11.80 12.00 12.20
0 m/z 57.10 85.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LRI DU BUILN BRI B
11. 60 11. 80 12. oo 12 20
m/z 60.00 84.08%
L M 143157171185199213
0... — ;”MIHI
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 U LR SUNRA SRR SR
11.60 11.80 12.00 12.20
5000 129 m/z 73.10 77.33%
29 87 185
115 143 __171 228
o5 101 157 199,15
wﬁmﬁm‘mﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 75.40%
- MwﬂVVﬁMVWkﬁNAMNMNNWﬁMN/V
0 R
m/z--> 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.77 ng 271356 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 E-7-Octadecene 252 C18H36 1000130-92-0 90
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 89
5 1-Octadecene 252 C18H36 000112-88-9 87
Abundance Scan 1996 (13.827 min): BF114471.D (-1994) (-) m/z 57.10 100.00%
5000
60 1380 1400 1450
162179197 219 252 277 302 345 : : : :
o 10,749 319 m/z 43.10 86.58%
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
83
5000 UL BRI SO B B
111 13.60 13.80 14.00 14.20
m/z 71.10 61.23%
0 6 H\ | “\ | 139 168 106 224 252
m/z--> 50 100 150 200 250 300 350
Abundance
41
83 ' 13.60 13.80 14.00 14.20
5000 m/z 83.10 53.99%
111
o 58 139 443 266
m/z--> 50 100 150 200 250 300 350
Abundance #104185: E-7-Octadecene R AEEmEEES L
3 13.60 13.80 14.00 14.20
69 m/z 55.10 49_76%
97
5000
195 252
o LI “ |, 154 182 207224
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\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114471.D

Acq On : 21 May 2019 22:02

Operator : JU/SJ

Sample - K2922-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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]
unknown6 .61 6.61 89.6 ng 5160290 1 6.83 1152170 20.0
Tridecane, 5-propyl- 10.78 2.5 ng 198490 4 11.36 1596460 20.0
Tridecane 11.25 2.8 ng 223859 4 11.36 1596460 20.0
n-Hexadecanoic acid 11.87 4.2 ng 330994 4 11.36 1596460 20.0
E-15-Heptadecenal 13.83 4.8 ng 271356 5 14.00 1138440 20.0
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