LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4659-01 082218-TIP(?—F-D-B
isc :

ALS Vial : 30 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-BF080818 .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 5.231 489 492 499 rVB 50469 49480 1.49% 0.248%
2 5.625 555 559 577 rBV 929474 850728 25.62% 4.262%
3 6.613 724 727 731 rBV 556694 515785 15.53% 2.584%
4 6.766 749 753 757 rBVY 1830339 1628530 49.05% 8.159%
5 7.001 789 793 796 rBV 713069 621997 18.73% 3.116%
6 7.154 815 819 823 rBVY 2516551 2381397 71.72% 11.931%
7 7.560 883 888 892 rBY 1840794 1904028 57.35% 9.540%
8 8.283 1007 1011 1025 rBV 836461 731970 22.05% 3.667%
9 9.354 1189 1193 1197 rBvV 3620721 3320209 100.00% 16.635%
10 9.742 1256 1259 1266 rBV 64403 60459 1.82% 0.303%
11 10.042 1307 1310 1321 rVB 816193 714904 21.53% 3.582%
12 10.448 1376 1379 1382 rVB 43671 35781 1.08% 0.179%
13 10.701 1418 1422 1426 rBvV 123279 95224 2.87% 0.477%

14 10.836 1441 1445 1454 rBV 1169696 1079088 32.50% 5.407%
15 11.536 1561 1564 1577 rVB 714709 653497 19.68% 3.274%

16 13.124 1830 1834 1837 rBV 3138016 2639717 79.50% 13.226%

17 13.330 1865 1869 1872 rBV 63209 51403 1.55% 0.258%
18 13.577 1908 1911 1919 rBV7 23185 37623 1.13% 0.189%
19 13.671 1923 1927 1930 rBvV2 106371 96551 2.91% 0.484%
20 14.001 1980 1983 1986 rBV 123534 97967 2.95% 0.491%
21 14.048 1987 1991 2003 rVV5 32695 96965 2.92% 0.486%

22 14.142 2003 2007 2012 rVB 218487 194955 5.87% 0.977%
23 14.189 2012 2015 2021 rBV 711566 717744 21.62% 3.596%
24 14.318 2033 2037 2040 rBV 163814 145179 4._.37% 0.727%
25 14.624 2086 2089 2094 rVB 171203 165047 4._.97% 0.827%

26 14.948 2141 2144 2149 rVB 145087 151898 4._.57% 0.761%
27 15.036 2155 2159 2162 rBV 54796 59949 1.81% 0.300%
28 15.312 2202 2206 2210 rBV 130025 152209 4._.58% 0.763%
29 15.748 2271 2280 2285 rBV2 330916 599512 18.06% 3.004%
30 16.195 2351 2356 2360 rVB 62956 109265 3.29% 0.547%

Sum of corrected areas: 19959061
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108528.D

28 Aug 2018 00:07

JussJ

J4659-01

30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

082218-TIPC-F-D-B

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108528.D

5.23

7.15

6.77

7.56

(O
Time-->

A
L L B I S B B T T T T T T T T LA B |

T T
5.00 5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0 T

TIC: BF108528.D

10.84

8.28 10.04

9.74 10.45 107

11.54

13.12

13.33

A

Time-->

I T
10.00 10.50 11.00

T
9.50 11.50

12.00

12.50

13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

13:
0 T

TIC: BF108528.D

14.19

67 % 4432 1462 1495 1531
R

15.75
16.19

T
Time--> 13.50

15.50

16.00

16.50

T I
14.00 14.50 15.00 17.00

I
17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown677 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 52.36 ng 1628530 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108528.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || r i ok 65> 650 750 750
Obr et Mol £ L3080 Wl Tm/z 68.10  40.88%
m/z--> 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 USRI SR RN SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 33.61%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e e S REA R
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.81%
33.0 44.0 0.0 105.0
609 80.0 | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A e A RRaE
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.26%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R e e N NS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Triethyl citrate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.66 ng 95224 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 42
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 33
5 1,4-Dioxaspiro[4.4]nonane, 7,8-b... 188 C9H1604 1000155-54-9 33
Abundance Scan 1422 (10.701 min): BF108528.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 U L B
| 87.0 203.1 10.40 10.60 10.80 11.00
N 1 A MY MER HENHEM S m/z 115.00 36.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
/\
5000{ 29.0 S B B L e
115.0 1040 10.60 10.80 11.00
203.0 m/z 43.00 18.85%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 8.79%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- e !
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.01%
5000
0 \\77‘0 1020\12?0\‘ |
mz-> 20 40 80 80 100 130 140 160 180 200 250 240 2% 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

Sample : J4659-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.69 ng 96551 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1927 (13.671 min): BF108528.D (-1923) (-) m/z 57.05 100.00%
57.0
AR DU U B
ngl | 1411 1831 13.40 13.60 13.80 14.00
0! by e e e S o e S SO m/z 43.05 69.34Y%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
5000 LRI SRR BRI UL B
Bmwmnmmm
99.0 m/z 71.05 56.07%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
113.40 13.60 13.80 14.00
5000 m/z 85.10 42 .35%
27,0 ‘990 141.0
ol 20 |, 1410 1830 2250 2670 3230  380.0
m/z--> 50 100 150 200 250 300 350 kkﬂh
Abundance #175557: Tetracosane
57.0 13.40 13.60 13.80 14.00
m/z 41.10 27 .40%
5000
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 1(')0 150 200 250 3(')0 3&'30 ' 13. 40 13 60 13. 80 14'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.73 ng 97967 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 1983 (14.001 min): BF108528.D (-1980) (-) m/z 57.10 100.00%

51.1

5000

91 13.60 13.80 14.00 14.20 14.40
VL 24 1m92
Otk bt m/z 43.10 71.24%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane

L

5000 | BN LI L L L LB B
13.60 13.80 14.00 14.20 14.40
m/z 71.10 59.68%
99.0
0 27.r0| bl I| , 1410 183 0 225.0 267.0 323.0 380.0
A b
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R e REREE
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 43.57%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
e L e e e e e BB A e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane R R L S
57.0 13.60 13.80 14.00 14.20 14.40

m/z 55.10 25.04%

5000 ] L/‘

99.0
27‘.0‘ | |, 1410 183.0 225.0 282.0

m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14. 20 14.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1405 2.70ng 96965  Chrysene-d12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Ficosene. (E- 280 C20H40 074685-29-3 90

2 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 87
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87

4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 80

Abundance Scan 1991 (14.048 min): BF108528.D (-1987) (-) m/z 55.10 100.00%

5000

138.9 169.1191.0 221.0 13.80 14.00 14.20 14.40
m/z 69.10 81.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
5¢.0 83.0

13.80 14.00 14,20 14.40
m/z 57.05 81.35%

5000

139.0 168.0 196.0 223.0 252.0 280.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #179456: Trichloroacetic acid, tridecyl ester
43.0 1 69.0
e e S
13.80 14.00 14.20 14.40
5000 m/z 43.10 80.00%
126.0
154.0 182.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester L B M
43.0 13.80 14.00 14.20 14.40
83.0 m/z 83.05 78.62%
5000
0 139.0 182.0 210.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .32 4_.05 ng 145179 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2037 (14.318 min): BF108528.D (-2033) (-) m/z 57.10 100.00%
57.1
5000
141.1 14.00 14.20 14.40 14.60
) — J‘- *l LiTyn 3832 2251 2821 | "m/z 43.10 69.89%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 UL BRI BN UL BULE
14.00 14.20 14.40 14.60
m/z 71.10 56.62%
L7 1LY a0 1ms0 z2so a0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14.00 14.20 14.40 1460
5000 m/z 85.05 45 . 55%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #141426: Heneicosane T T T
57.0 14.00 14.20 14.40 14.60
m/z 55.05 24 .75%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 ' 1450 1420 1440 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecane, 9-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 4.60 ng 165047 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2088 (14.618 min): BF108528.D (-2086) (-) m/z 57.10 100.00%
57.1
5000
99.1 " 14.40 14.60 14.80 15.00
141.1 1822211,
ol l ,I. W g al (02228l 2081 29548272 0 7z 43.10  65.62%
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 LN B B R B
850 14.40 14.60 14.80 15.00
210.0 m/z 71.10 52 .84%
oLl d § 4y F270 1690 “7)°239.02680 3230
m/z--> 50 160 1%0 200 250 300 350
Abundance #105884: Octadecane
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 42 .66%
99.0
ﬁﬂ]|,J¢MM1%onmmo
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane AL R EaE e
57.0 14.40 14.60 14.80 15.00
m/z 41.10 20.77%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .95 4.23 ng 151898 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2144 (14.948 min): BF108528.D (-2141) (-) m/z 57.10 100.00%
57.1
5000
9.1 1460 1480 1500 1520
41.1 : : : :
ol b d g P 1831 280252 T A3 05 64.93%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L B UL B SULRL B
14 60 14. 80 15. 00 15.20
m/z 71.10 59.10%
0 27,0 | ,9%01 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 100 1éo 200 250 300 3éo
Abundance #141426: Heneicosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 41.10%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #194494: Hexacosane L ILELEL LI L L DL B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 24 .06%
5000
70| | | | x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 14 60 14. 80 15. 00 15. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.31 5.08 ng 152209 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Octadecane 254 C18H38 000593-45-3 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2206 (15.312 min): BF108528.D (-2202) (-) m/z 57.10 100.00%
57.1
5000 85.0
131001 1160107 1 15100 15,20 1540 15160
ol l L, llfl L AT 23032711 82323551 m/z 43.10 67.31%
m/z--> 50 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LRI SRR UL B
85.0 15.00 15.20 1540 15.60
29.0 m/z 71.05 58.58%
. UL L) f30141.0169.01060  240.0
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 44 _86%
29.0
ol | ) [01410160.0197.0225,0254.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LI L LB L N B
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.03%
5000 85.0
. 290 L || [M301410160.0197.0205.0253.0 205.0323.0  367.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108528.D

Aca On : 28 Aug 2018 00:07

Operator : JU/SJ

ﬁ?ggle i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.19 3.65 ng 109265 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 2355 (16.189 min): BF108528.D (-2351) (-) m/z 57.10 100.00%
57.1
0.1 15.80 16.00 16,20 16.40 16.60
210.0 253.0 301.2 460.4 : : : : :
oL AUl [y 10512100 2530 3012 4504 PN T0 63, 32%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000 AU SRR BRI B
15.80 16.00 16.20 16.40 16.60
99.0 m/z 71.10 62.41%
oL 1, | | 4 141.0 183.0 225.0 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 85.10 44 _09%
99.0
ol | J || ]| 1410 1830 2250 267.0 300.0 3650
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane T B e S e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 25.06%
o ]\WMT#¢WﬂWﬂM%j\AmﬂANW\A“ﬂMMﬂ
99.0
ol L. ‘ || 14101830 2250 2810 337.0 394.0
m/z--> 50 00 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108528.D

Acq On : 28 Aug 2018 00:07

Operator : JU/SJ

3?22'6 i J4659-01 082218-TIPC-F-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown677 6.77 52.4 ng 1628530 1 7.00 621997 20.0
Triethyl citrate 10.70 2.7 ng 95224 3 10.04 714904 20.0
Octacosane 13.67 2.7 ng 96551 5 14.19 717744 20.0
Heptacosane 14.00 2.7 ng 97967 5 14.19 717744 20.0
9-Eicosene, (E)- 14.05 2.7 ng 96965 5 14.19 717744 20.0
Eicosane 14.32 4.0 ng 145179 5 14.19 717744 20.0
Heptadecane, 9-he... 14.62 4.6 ng 165047 5 14.19 717744 20.0
Heneicosane 14_.95 4.2 ng 151898 5 14.19 717744 20.0
Heptadecane 15.31 5.1 ng 152209 6 15.75 599512 20.0
Hexacosane 16.19 3.6 ng 109265 6 15.75 599512 20.0
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