LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 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-BF042219 .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 27 rVB 48457 70669 1.89% 0.233%
2 5.522 579 584 587 rBY 2995131 2954524 78.92% 9.757%
3 6.522 749 754 757 rBVY 2669102 3054081 81.58% 10.086%
4 6.669 774 779 782 rBVY 3329371 3222786 86.09% 10.643%
5 6.892 814 817 821 rBV 791622 693556 18.53% 2.290%
6 7.051 840 844 848 rBVY 2821859 2605168 69.59% 8.604%
7 7.451 907 912 915 rBVY 1923664 1982176 52.95% 6.546%
8 8.175 1031 1035 1050 rBvV 1011221 871997 23.29% 2.880%
9 9.251 1213 1218 1221 rBV 4269988 3743659 100.00% 12.363%
10 9.639 1280 1284 1289 rBV 374904 319700 8.54% 1.056%

11 9.927 1329 1333 1345 rVB 1022721 1015504 27.13% 3.354%
12 10.716 1463 1467 1483 rBV 2343970 2262770 60.44% 7.473%
13 11.416 1582 1586 1593 rBV 1130548 1026880 27.43% 3.391%
14 11.939 1671 1675 1685 rBV2 107436 130970 3.50% 0.433%
15 12.721 1804 1808 1820 rBV 91298 110976 2.96% 0.366%

16 12.998 1851 1855 1858 rBV 3899489 3512874 93.84% 11.601%
17 14.057 2025 2035 2051 rBV 917443 1151397 30.76% 3.803%

18 14.227 2061 2064 2070 rVB 52693 51895 1.39% 0.171%
19 14.539 2112 2117 2120 rBV 81518 77389 2.07% 0.256%
20 14.857 2167 2171 2174 rVB 96853 94184 2.52% 0.311%

21 15.198 2225 2229 2235 rVB 102966 118138 3.16% 0.390%
22 15.551 2284 2289 2293 rBV 699956 886638 23.68% 2.928%
23 15.586 2293 2295 2304 rVB 100589 128862 3.44% 0.426%
24 16.033 2366 2371 2377 rBV 76294 113365 3.03% 0.374%
25 16.551 2455 2459 2469 rVB3 42026 79841 2.13% 0.264%

Sum of corrected areas: 30279999
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113958.D
4000000
6.67

3000000 5.52 205

6.52

2000000 7.45

1000000 6.80

O e e e e
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: BF113958.D
4000000 13.00

3000000
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2000000
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Abundance TIC: BF113958.D
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2000000

1000000 14.06
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N AL
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.22 2.04 ng 70669 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 23 (2.222 min): BF113958.D (-16) (-) m/z 73.00 100.00%
74.0
5000
43.0 1 870
2.20 2.30 2.40 2.50 2.60
O et e L Tm/z 42.95 31.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR IUNRAN IURURE UG IUAAAE RARRE
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.00 24.25%
29.0
0 L AN .
L L I SULI I UL IULILE UL LA IULAR IS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.10 20.61%
43.0
oL 20 150 20 |1 530 630 |, 880
miz--> A D A N N
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 12.44%
5000
45.0
29.0
o ‘\ 55.0 ‘ 101.0 <! A
m/z--> 0 10 20 3'0 4'0 50 60 7'0 80 90 100 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\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 2 unknown6.67 Concentration Rank 1

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

6.67 92.94 ng 3222790 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF113958.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBEAREE SRS UL S
400 540 J 6.40 6.60 6.80 7.00
04,—.—.—e+~—.—+a—p4JtL.':8}'9. doguso oo m/z 68.00 39.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 S AR AR RS AR

6.40 6.60 6.80 7.00
m/z 134.00 33.30%

0 R
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.40 6.60 6.80 7.00
5000 9go 1160 m/z 66.00 25.05%
S O S Y S|
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R Ram
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.03%
5000
70.
5o %€ e | ||
oL R R S Vs . M
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\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.55 ng 130970 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 11
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 1675 (11.939 min): BF113958.D (-1671) (-) m/z 73.00 100.00%
73.0
5000 129.0
185.1 213.1
157.1 : 256.2 11.60 11.80 12.00 12.20
0 m/z 60.00 79.45%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 -—ﬂﬂﬂﬂﬂﬂ1***£?¥***ffrr+r
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.05  65.03%
0 i
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 57.00 61.95%
0150 177,
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.00 55.59%
5000
129.0
171.0 214.0 L_\“\Mw
97.0
0...|....|.... IuH ‘,‘lh...”,‘...;,....,%.5.2'.0..‘.. L ...‘. A %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number 5 Octadecanoic acid

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

12.72 2.16 ng 110976 Phenanthrene-d10 11.42

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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 38

Abundance Scan 1808 (12.721 min): BF113958.D (-1804) (-)
43.0 730
5000 129.0
04

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

Abundance #131261: Octadecanoic acid

.0

5000 129.0

01

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

Abundance #95855: Pentadecanoic acid
43.0 73.0
5000 129.0
04

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

Abundance #84453: Tetradecanoic acid B
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.05 65.48%
5000 129.0
185.0 228.0
97.0
d de A AL Al al  157.0) ‘ ‘
(o RN TR KA 7 M R W WM S St i AR

m/z 72.95 100.00%

3

12.40 12.60 12.80 13.00

m/z 42.95 88.75%

3

12. 40 12. 60 12. 80 13. OO

m/z 60.00 82.21%

5

12.40 12.60 12.80 13.00

m/z 57.00 67 .78%

i

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

260 280

12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.12 ng 94184 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2172 (14.862 min): BF113958.D (-2167) (-) m/z 57.00 100.00%
5%.0
5000
99]"’ a1 "1450 14180 1500 1520
oAb AL o0 om0 "0 00 82 60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A DU DU SURRURI SR
14.60 14.80 15.00 15.20
99.0 m/z 85.05 62.17%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #209565: Octacosane
57.0
1460 14.80 15.00 15.20
5000 m/z 43.05 54 _.80%
99.0
oLl [ | 1410 1830 2250 2810 337.0 3940
m/z--> §o 100 1éo 260 250 300 350 460
Abundance #219831: Triacontane L B LA e o EE S
57.0 14.60 14.80 15.00 15.20
m/z 99.00 22.14%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220 .
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 14.|60 14.80 15.00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 7 Triacontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.20 2.66 ng 118138 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2229 (15.198 min): BF113958.D (-2225) (-) m/z 57.00 100.00%
57.
5000
0 a1 1480 1500 15,20 15,40 1560
183.0 ) : : : : :
— IJ“ Lgol0 22l 80 m/z 71.00 80.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AR DRI DO B BN
mmmmmmmmmm
99.0 m/z 85.05 58.81%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
14,80 15.00 15.20 15.40 15.60
5000 m/z 43.05 57.04%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #194493: Hexacosane RSN BN L BN N
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 20.00%
5000
99.0
oL 14 l]] | 4 1410 1830 225.0 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3%0 4(|)O 14. 80 15. oo 15 20 15. 40 15|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113958.D

Aca On : 24 Apr 2019 13:51

Operator : JU/SJ

Sample : K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 8 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.56 ng 113365 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2371 (16.033 min): BF113958.D (-2366) (-) m/z 57.00 100.00%
5%.0
. j\\,A//L/
1 1 1550 1600 1650 1640
176.9 : : :
o..-.,.J.J:Jl""H D240 eele o, m/z 71.05 81.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LR UL B BN B
mmmmmmmm
99.0 m/z 85.05 60.24%
Ll 10 90 zm0 oo
m/z--> éo 160 150 260 250 360 3éo 460 !
Abundance #209566: Octacosane
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 43.00 52.61%
99.0
o2zl 1§y 1410 183.0 2250 2810 337.0  394.0
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane R B e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.16%
5000
99.0
o | | 1410 1830 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042419\
Data File : BF113958.D

Acq On 24 Apr 2019 13:51

Operator : JU/SJ

Sample - K2542-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
Butane, 2-methoxy... 2.22 2.0 ng 70669 1 6.89 693556 20.0
unknown6 .67 6.67 92.9 ng 3222790 1 6.89 693556 20.0
n-Hexadecanoic acid 11.94 2.5 ng 130970 4 11.42 1026880 20.0
Octadecanoic acid 12.72 2.2 ng 110976 4 11.42 1026880 20.0
Heneicosane 14 .86 2.1 ng 94184 6 15.55 886638 20.0
Triacontane 15.20 2.7 ng 118138 6 15.55 886638 20.0
Eicosane 16.03 2.6 ng 113365 6 15.55 886638 20.0
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