LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 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-BF073019.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 2.140 3 9 21 rVB 930882 1307320 27.80% 3.532%
2 5.475 571 576 593 rBVY 3199079 3502430 74.47% 9.461%
3 6.481 742 747 750 rBVY 3296080 3592734 76.39% 9.705%
4 6.616 766 770 773 rBVY 3818549 3693506 78.53% 9.978%
5 6.839 805 808 819 rBV 836098 792646 16.85% 2.141%

6.998 831 835 848 rBV 3129485 2995368 63.69% 8.092%
7.404 899 904 907 rBV 2416703 2356440 50.10% 6.366%
8.122 1022 1026 1045 rBV 1066111 997616 21.21% 2.695%
9.198 1204 1209 1212 rBV 4385734 4331817 92.10% 11.702%
9.592 1272 1276 1289 rBV 233032 243960 5.19% 0.659%

=
QO ~NO®

11 9.874 1320 1324 1340 rVB 1290551 1179512 25.08% 3.186%
12 10.668 1454 1459 1475 rBV 2550428 2637521 56.08% 7.125%
13 11.363 1573 1577 1585 rBV 1309749 1226106 26.07% 3.312%
14 12.668 1795 1799 1812 rBV2 31607 72646 1.54% 0.196%
15 12.951 1841 1847 1850 rBV 4276709 4703145 100.00% 12.705%

16 13.857 1995 2001 2017 rBv4 117449 392895 8.35% 1.061%
17 14.004 2022 2026 2037 rVB 1042173 1099995 23.39% 2.972%
18 14.462 2099 2104 2107 rBV2 86771 89573 1.90% 0.242%
19 14.762 2151 2155 2165 rBV 141360 146480 3.11% 0.396%
20 15.098 2207 2212 2223 rVB 177410 218324 4.64% 0.590%

21 15.462 2269 2274 2290 rBV2 721514 1099385 23.38% 2.970%
22 15.898 2342 2348 2359 rBV 134351 220220 4.68% 0.595%
23 16.398 2427 2433 2441 rBV 65039 118448 2.52% 0.320%

Sum of corrected areas: 37018087
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF115987.D
4000000 6.62

5.47 6.48 200

3000000
7.40

2000000

1000000214 6.84

0]\ L LLJ\L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115987.D

4000000

3000000
10.67

2000000

9.87 11.36

8.12
1000000

9.59

it

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115987.D

4000000

3000000

2000000

14.00

1000000 15.46

13.86 14.46 14.76 15.10 15.90 16.40
A A A A .

or—r—->"erer—te——AA e ——r ——-

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.14 32.99 ng 1307320 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
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 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 9 (2.140 min): BF115987.D (-3) (-) m/z 73.00 100.00%

n
5000
43
55 87

37 | 67 2.20 2.30 2.40 2.50 2.60
Ot i 2 A e | M/Z 43.00  35.31%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LI L L L L L L L L LB BN B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 24.96%
29
W35 1] | 67 1] 80 |
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 R REEEE RS Ry

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.56%

Jd

79 .97 112 129
.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-

73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.68%

5000 43
58
29 ﬁ7
L

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.62 Concentration Rank 1

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

6.62 93.19 ng 3693510 1,4-Dichlorobenzene-d4 6.85
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 12
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 771 (6.622 min): BF115987.D (-766) (-) m/z 131.95 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 - - - - -
o grer | asus g m/z 68.00 35.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR R UL LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .24%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.22%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS Ry e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 68.95 14 .22%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 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\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.14 ng 392895 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2002 (13.862 min): BF115987.D (-1995) (-) m/z 57.00 100.00%
87 83
. T /\/\/\.\J\\L
149 U U BN SURIURN SR
216 248 13.60 13.80 14.00 14.20
O S ll.J'.H,--....,.-.:.',....3?2]...,....,.. m/z 43.00 97.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 L SN SR SULRUL I
11 13.60 13.80 14.00 14.20
29 m/z 55.00 93.90%
ol b il f J23° 168 210 238 266 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 93.04%
29
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e R AAREEa e e e
57 13.60 13.80 14.00 14.20
83 m/z 69.00 85.50%
B 1 ’A“L\—\
29 169
0 J ! ‘ A ‘ (| h13‘9 . ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.66 ng 146480 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2155 (14.762 min): BF115987.D (-2151) (-) m/z 57.00 100.00%
q7 n
85
5000
113 14.40 14.60 14.80 15.00
141
o...],.-l..l.'d,“.-' ey | m/z 71.00 74.39%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
g7
85
14.40 14.60 14.80 15.00
m/z 43.00 61.14%
29 13 44
oL i , 109 197 225 253 282
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
g7
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 54 .08%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane S L L B
57 14.40 14.60 14.80 15.00
m/z 55.00 23.00%
85
h JM“
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 350 ' 1!40 1460 14%0 1§oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.97 ng 218324 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
Abundance Scan 2212 (15.098 min): BF115987.D (-2207) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
0...J,' l||1 DA T e Tm/z 71.00 74.97%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 43.00 60.77%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.05 55.91%
29 113
oL L by J |, 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- e e L
57 14.80 15.00 15.20 15.40
m/z 55.00 21.31%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 4.01 ng 220220 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2348 (15.898 min): BF115987.D (-2342) (-) m/z 57.00 100.00%
g7
5000
113 "1E' 60 1580 1600 1690
I | | || 141 169 197 o867 1560 15.80 16.00 16.20

R U 5 I A O i L. —— m/z 71.05 74.03%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000
~ 15160 15.80 16,00 16:20
J m/z 43.00 60.49%

29 113
oLl I ] L 141 (169 197 225 253 2%
L I e B e LA B o o o o e |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

15.60 15. 80 16. 00 16.20

5000 85 m/z 84.95 53.13%
113
N L LT 241 169 197 225 267 205 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 15. 60 15.80 16.00 16.20

m/z 41.00 21.03%

113
37 ) 0,141 169 197 239 267 204 323 352

| Il

ol A b R e e e SRR —

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115987.D

Aca On : 5 Aug 2019 18:41

Operator : HP/JU

Sample : K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
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 8 Heneicosane, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.15 ng 118448 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2433 (16.398 min): BF115987.D (-2427) (-) m/z 57.00 100.00%
57
85
5000
us 16.00 16.20 16.40 16.60 16.80
3 141 183 : : - : :
orTj,uJuJ:mJLﬁ.:,u. AL m/z 71.05 81.09%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 U AN AR AN
16.00 16.20 16.40 16.60 16.80
l m/z 85.05 61.83%
197 155 183202 225 253 295 337
Ot II u >, 225 253 %S 387
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 43.00 57 .59%
o 31“} I MR 14 160 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LSS BLELLELE BN LR N
57 16.00 16.20 16.40 16.60 16.80
m/z 55.00 23.12%
h I L/\\AM
. ZP“ j Iy M 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080519\
Data File : BF115987.D

Acq On : 5 Aug 2019 18:41

Operator : HP/JU

Sample - K4156-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.14 33.0 ng 1307320 1 6.85 792646 20.0
unknown6 .62 6.62 93.2 ng 3693510 1 6.85 792646 20.0
Dichloroacetic ac... 13.86 7.1 ng 392895 5 14.00 1100000 20.0
Eicosane 14.76 2.7 ng 146480 6 15.46 1099390 20.0
2-methyloctacosane 15.10 4.0 ng 218324 6 15.46 1099390 20.0
Heneicosane 15.90 4.0 ng 220220 6 15.46 1099390 20.0
Heneicosane, 11-(... 16.40 2.1 ng 118448 6 15.46 1099390 20.0
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