LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On > 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 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-BF083018 .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 5.225 488 491 496 rBV 26890 33738 1.82% 0.277%
2 5.625 555 559 587 rBV 247599 795885 42.93% 6.529%
3 6.625 725 729 749 rBV 326784 990582 53.43% 8.127%
4 6.760 749 752 779 rVB 703988 1291791 69.67% 10.598%
5 6.995 788 792 813 rVvV 132168 343673 18.54% 2.819%

7.142 814 817 850 rVvB 608109 949244 51.20% 7.788%
7.560 884 888 909 rBV 197447 635952 34 .30% 5.217%
8.272 1006 1009 1028 rBV 204982 415417 22.41% 3.408%
9.342 1188 1191 1219 rBV 1093198 1444031 77.88% 11.847%
9.736 1254 1258 1277 rBV 163958 209479 11.30% 1.719%

=
QO ~NO®

11 10.030 1304 1308 1327 rBV 438002 503595 27.16% 4.131%
12 10.830 1440 1444 1472 rBV 534758 987478 53.26% 8.101%
13 11.530 1559 1563 1584 rBV 344613 564506 30.45% 4.631%
14 13.113 1828 1832 1852 rBV 1594375 1854077 100.00% 15.211%

15 14.042 1984 1990 1997 rBvV6 21432 59195 3.19% 0.486%
16 14.183 2010 2014 2024 rBvV 354853 527439 28.45% 4.327%
17 14.301 2031 2034 2038 rvB2 22838 20947 1.13% 0.172%
18 14.607 2083 2086 2090 rVB 25846 31124 1.68% 0.255%
19 14.712 2102 2104 2109 rBvV6 13412 21793 1.18% 0.179%
20 14.924 2137 2140 2146 rBV 35658 50246 2.71% 0.412%
21 15.283 2199 2201 2207 rVB 38650 50957 2.75% 0.418%
22 15.689 2267 2270 2273 rBV 30165 36372 1.96% 0.298%
23 15.742 2273 2279 2288 rBV 172792 315058 16.99% 2.585%
24 16.154 2346 2349 2357 rVB3 31108 56674 3.06% 0.465%
Sum of corrected areas: 12189253
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF090418\

BF108754.D

4 Sep 2018 21:16

JussJ

JA4748-02

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.76 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.76 75.18 ng 1291790 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
Abundance Scan 752 (6.760 min): BF108754.D (-749) (-) m/z 132.00 100.00%
132.0

6.40 6.60 680 7.00
m/z 68.05 44 _47%

5000 68.0 L

ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e e e e
6.40 6.60 6.80 7.00

m/z 134.00 31.55%

31.0 51.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0

6.40 6.60 6.80 7.00

5000 m/z 66.05 30.09%
104.0
66.0
ol 140 270 380 SL0 27 70 890 || 1150 “

T e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile

132.0 6.40 6.60 6.80 7.00

m/z 69.05 17.64%

5000
92.0
65.0
p70 390 510 7 770 | 1080,.,4 ]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.04 2.24 ng 59195 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 62
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 46
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 46
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 46
5 n-Nonadecanol-1 284 C19H400 001454-84-8 45

Abundance Scan 1990 (14.042 min): BF108754.D (-1984) (-) m/z 55.10 100.00%

591 97.1
5000

147.0 207.1 L o L B
281.1 13.80 14.00 14.20 14.40
oL 1]

: L m/z 43.05 85.62%
m/z--> 50 100 150 200 250 300 350

Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LA L L L L LB
13.80 14.00 14.20 14.40
m/z 69.00 83.27%
oL 218 1 } [P0 166.0196.02050 2690 3200
e R L e B B B
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0 R o REE e
13.80 14.00 14.20 14.40
5000 m/z 97.10 79.48%
169.0
26.0
oL 2L ‘ AT Lo o s
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester EEEE BRI
57.0 13.80 14.00 14.20 14.40
97.0 m/z 83.10 69.32%
5000
26.0
o.??:".,.Jl.‘.,ff.a.,.%8?-?,2l.2-.0.??5;°...396.-0...,....,
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.23 ng 50957 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 72
3 7.7-Diethvlheptadecane 296 C21H44 1000360-41-5 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
Abundance Scan 2200 (15.277 min): BF108754.D (-2199) (-) m/z 57.10 100.00%

1

5000

249.1 283.1 15.00 15.20 15.40 15.60

(o m/z 43.10 54 _14%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
5000 LA L L L L L L
15.00 15.20 15.40 15.60
m/z 71.10 53.14%
2000 1 | [999 1410 1840
L
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
R e I e S R
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 39.97%
238.0 281.0
oLl | || 1270 16001990 2280 | 39903520 3920
I o e o e T L ZLJLAIL A B e oy B o B S
m/z--> 50 100 150 200 250 300 350
Abundance #141435: 7,7-Diethylheptadecane A EEmEEEEE
57.0 15.00 15.20 15.40 15.60
m/z 56.10 26 .58%
5000
99.0
0 I ‘] I | \15‘5.0. |197'0 237'0267.0
[ e e o e e B o e e o e o o o o R e I e S R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.31 ng 36372 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 2270 (15.689 min): BF108754.D (-2267) (-) m/z 57.10 100.00%
51.1
5000
91 1411 1761 5 1 207 540 1560 1560 16,00
o Lt 022001 2472080 TR 65, 01%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LRI B BUEL UL B
mmmmmmmm
99.0 m/z 71.10 59.33%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #194494: Hexacosane
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 40.71%
ol219) ] ’ J 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 260 250 360 3éo
Abundance #202662: Heptacosane R EEEEE S
57.0 15.40 15.60 15.80 16.00
m/z 41.00 18.90%
5000
27,0 990 1410
20 |, 1410 1830 2250 2670  323.0  380.0 e —
m/z--> 50 100 150 200 250 300 350 15.40 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108754.D

Aca On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample : J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.60 ng 56674 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Heptacosane 380 C27H56 000593-49-7 81
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 74
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2348 (16.148 min): BF108754.D (-2346) (-) m/z 57.10 100.00%
57.1
5000
\ m‘ | 1|5|“1830 2171 2811 15.80 16.00 16.20 1640
ol Ll Ll e Tm/z 43.10  75.95%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 L DAL SR B B B

15.80 16.00 16.20 16.40
m/z 71.10 56.30%

J J ﬂ L 1410 1830 2250 267.0 309.0 352.0

0 27, O
— T S A e o B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
R S R
15.80 16.00 16.20 16.40
5000 m/z 85.05 49 .94%
99.0
oL 0L 1 &l.l.}4%0 183.0 225.0 2670 309.0 351.0380.0
e e A T o LA B e e o B e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- L B o
57.0 15.80 16.00 16.20 16.40
m/z 41.05 36.34%
5000
0 ‘ J} J ’ d 141. o 182.0211 0 252.0281.0 3220
e S B L A B e e o o R S R
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108754.D

Acq On : 4 Sep 2018 21:16

Operator : JU/SJ

Sample - J4748-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.76 6.76 75.2 ng 1291790 1 7.00 343673 20.0
Trifluoroacetoxy ... 14.04 2.2 ng 59195 5 14.18 527439 20.0
Tridecane 15.28 3.2 ng 50957 6 15.74 315058 20.0
Octacosane 15.69 2.3 ng 36372 6 15.74 315058 20.0
Pentacosane 16.15 3.6 ng 56674 6 15.74 315058 20.0
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