LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample : K4650-11

Misc :

ALS Vial : 12 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-BF083019.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 2.110 3 4 16 rVB 320425 334255 19.30% 2.177%
2 5.469 570 575 578 rBY 1532094 1373991 79.32% 8.949%
3 6.481 742 747 760 rBVY 1629802 1551647 89.57% 10.106%
4 6.616 766 770 773 rBVY 1791137 1555136 89.78% 10.129%
5 6.845 806 809 817 rBV 558835 444354 25.65% 2.894%
6 7.004 832 836 839 rBVY 1426718 1154940 66.67% 7.522%
7 7.404 899 904 907 rBVY 1067882 912275 52.66% 5.942%
8 8.128 1023 1027 1044 rBV 672873 586069 33.83% 3.817%
9 9.198 1205 1209 1220 rBvV 1978280 1732244 100.00% 11.282%
10 9.316 1226 1229 1234 rVB 53499 45016 2.60% 0.293%

11 9.592 1272 1276 1285 rBV 269858 255092 14.73% 1.661%
12 9.880 1321 1325 1336 rVB 799246 664828 38.38% 4 _.330%
13 10.669 1455 1459 1474 rVB 915391 872237 50.35% 5.681%
14 11.363 1573 1577 1584 rBV 740393 614287 35.46% 4.001%
15 11.886 1662 1666 1676 rBV 135390 129507 7.48% 0.843%

16 12.404 1750 1754 1759 rBV2 39743 50507 2.92% 0.329%
17 12.669 1796 1799 1804 rBV2 33685 36461 2.10% 0.237%
18 12.945 1841 1846 1849 rBV 1662162 1414388 81.65% 9.212%
19 13.516 1938 1943 1945 rBv4 20431 26095 1.51% 0.170%

20 13.833 1994 1997 2007 rBV 187992 249206 14.39% 1.623%

21 13.998 2021 2025 2028 rBV 476298 423001 24.42% 2.755%

22 14.157 2048 2052 2055 rBV 46508 45599 2.63% 0.297%
23 14.463 2101 2104 2110 rBV2 59164 58961 3.40% 0.384%
24 14.762 2152 2155 2160 rVB 64280 72034 4.16% 0.469%
25 14.839 2165 2168 2172 rVB 23221 23261 1.34% 0.152%
26 15.104 2208 2213 2217 rBV 69953 87814 5.07% 0.572%
27 15.457 2268 2273 2281 rVB 389068 531010 30.65% 3.459%
28 15.909 2345 2350 2354 rBV 50300 73702 4._.25% 0.480%
29 16.404 2431 2434 2440 rVB3 23462 35810 2.07% 0.233%
Sum of corrected areas: 15353727
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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\HPCHEMI\BNA F\DATA\BF090619\

BF116863.D

6 Sep 2019 15:53

HP/JU

K4650-11

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF116863.D
6.62

6.48
5.47
7.00

6.85

7.40

0
Time-->

T
5.00

Abundance

1500000

1000000

500000

TIC: BF116863.D

10.67

9.88 11.36

9.59

11.89
\ 12.40 12.67
AN ; A

L%gz

L

12.94

0
Time-->

12.00 12.50

11.50

11.00

10.00

10.50

9.50

13.00

Abundance

1500000

1000000

500000

13.52

TIC: BF116863.D

14.00
15.46

13.83

14.46 1 15.10 15.91
14.16 %4 15 .91

16.40

0
Time-->

1
13.50

T
18.00

I
17.00 17.50

16.50

16.00

15.00

15.50

14.50

14.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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.

2.11 15.04 ng 334255 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 4 (2.110 min): BF116863.D (-3) (-) m/z 73.10 100.00%
73
5000
43 87
55 U RS U AR AR
49 | | 2.20 2.30 2.40 2.50
0l e el m/z 87.10 31.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 U RS U R AR
43 95 2.20 2.30 2.40 2.50
- 87 m/z 43.05 29.14%
0 "'I"”I""I"'hhé?"U!J'??'“"?%'§?H'I"I"J'I"'}P}”'I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
7B
RS NARSE RAREE AR RN
2.20 2.30 2.40 2.50
5000 m/z 55.00 20.65%
43
L2 1 29 36 || 5359 66 | 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- A ma e
73 2.20 2.30 2.40 2.50

m/z 71.10 12 _.00%

5000
45

29
39‘\ 5 g7 | 101

(O o I B o o e e e B e o o o

m/z--> 0 10 20 30 40 50 60 70 80 90 100 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 70.00 ng 1555140 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 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF116863.D (-766) (-) m/z 132.00 100.00%
32
5000 68
0ol T e P00 e 520 640 Gk0 6B 700
o L i - 1| OO [ A M S| N m/z 68.10 35.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 SSEBEARESE SRS SN S
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.87%
13g
0"I""I""Il"'l!ll'!"I”"'I"'!I""I""I""I""I'"'I""II"'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132
6.20 6.40 6.60 6.80 7.00

5000 m/z 66.00 22.97%
104
51 .o 66 77
oL 14 27 37445 58 | L. 89 97 | 115
R aaa m T e R R L L e AR RARAS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.74%
117
5000
39 91
51
ol 8L oo | ol szl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 4.22 ng 129507 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
Abundance Scan 1667 (11.892 min): BF116863.D (-1662) (-) m/z 73.00 100.00%
73
43 0
5000 129
5 115 157 213 e e
Ll 8 143 | 17218 | oy 256 1160 11.80 12.00 12.20
0 S [ m/z 60.00 69.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LRI UL B UL B
nmnmnmnm
m/z 43.00 62.72%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

29
“ H‘\ HH )
L B

11.60 11.80 12.00 12.20
m/z 57.10 57.00%

5000

0ny |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 56.32%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199

oAl M,M...*,..».w. el | 19213 |

m/z--> 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\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.78 ng 249206 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1996 (13.827 min): BF116863.D (-1994) (-) m/z 83.10 100.00%
55 83
= T MLM
RN T SN B
139 328 13.60 13.80 14.00 14.20
o WP i 38 /7 69.10  91.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
5000 11 R BRI SO S B
13.60 13.80 14.00 14.20
29 m/z 55.00 86.96%
139
ol e r0s moos
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 11 m/z 97.10 85.67%
29
0 ..Juulul..‘.tlju.hfl?.gl‘..l?z. |2]|\-0|||25|5||||||||3|5|6||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester AR aa BT
57 13.60 13.80 14.00 14.20
83 m/z 57.05 81.77%
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> éo 160 150 200 250 360 350 460 13ko 13%0 1450 1!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.16 ng 45599 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Eicosane 282 C20H42 000112-95-8 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2053 (14.163 min): BF116863.D (-2048) (-) m/z 57.10 100.00%
57
85
5000
113 DAL UL SRR AR I
‘ 141 169 209 327 350 13.80 14.00 14.20 14.40
ol b, Wl 30 m/z 71.10  90.32%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R U B B

13.80 14.00 14,20 14.40
m/z 85.10 65.08%

113

29
Ly

0 L. ]1 L 1§1 169 197 225 253 295 323 367
—— ., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
R R R e R
85 13.80 14.00 14.20 14.40
5000 m/z 43.05 61.11%
29 i 141
A B =
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane S
57 13. 80 14. 00 14. 20 14. 40

m/z 40.95 33.20%

85
5000
29
e JI 1134141 169 197 240

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\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.79 ng 58961 Chrysene-di12 14.00
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 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2104 (14.463 min): BF116863.D (-2101) (-) m/z 71.10 100.00%
7
43
5000
127 155 140 27 114.20 14.40 14.60 14.80
Y | l|J A T P29 A S "m/z 57.05 99.03%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000 L LU UL UM U
85 14.20 14.40 14.60 14.80

m/z 85.05 61.09%

29
ol { | 118 141 169 197 225 253 281 323 351 380
e e B S e R aa e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
85 14.20 14.40 14.60 14.80
5000 m/z 43.10 54 .06%
29 113
oL T d 14160 197 225 253 296
i e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane e  RRRaE Bam s
57 14.20 14.40 14.60 14.80
m/z 55.00 24 _45Y%
85
5000
113
oL, 11 | LMt 30 197 225 g5g 262
el e i B A R A
m/z--> 50 lOO 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.76 2.71 ng 72034 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Docosane 310 C22H46 000629-97-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Eicosane 282 C20H42 000112-95-8 81

Abundance Scan 2155 (14.762 min): BF116863.D (-2152) (-) m/z 57.00 100.00%
g7
85
5000
141 169 505 14.40 14.60 14.80 1500
(o} m/z 71.05 90.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L AL B BRI B B
mmmmmmmm
m/z 85.05 70.95%
29 113
oL Lt VM 100 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance #209565: Octacosane
57
14.40 14.60 14.80 1500
5000 85 m/z 43.05 62 .69%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #153223: Docosane R AR EEEEE T
57 14.40 14.60 14.80 15.00
m/z 99.10 26 .56%
5000 85
0 Iy M 183 211 230 g6y 10
m/z--> 55 100 1%0 260 250 300 3éo ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 9 Heptadecane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.31 ng 87814 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.3-dimethvl- 268 C19H40 061868-03-9 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2212 (15.098 min): BF116863.D (-2208) (-) m/z 57.10 100.00%
57
85
5000
5 14.80 15.00 15.20 15.40
ob——p m/z 71.05 86.63%
m/z--> 50 100 150 200 250 300 350
Abundance #117654: Heptadecane, 2,3-dimethyl-
43
71
5000 AL DR AU B B
14.80 15.00 15.20 15.40
\ 9 oo m/z 85.10 76.54%
ob b, l.,llq 137 185 183 7} I
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
7 14.80 15.00 15.20 15.40
5000 m/z 43.05 66.09%
99
ol .&’ | 4127 155 183202225 253 2% 337
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L L B BB
57 14.80 15.00 15.20 15.40
m/z 99.10 29.62%
5000 85
. ZP“ j Iy M 141 169 197 205 253 205 323 367
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\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116863.D

Aca On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.78 ng 73702 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 2350 (15.909 min): BF116863.D (-2345) (-) m/z 57.05 100.00%
g7
85
5000
s 15,60 15.80 16.00 16.20
225 282 351 . . . .
Y A 1B A m/z 71.05 87.94%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR BRI SULRLILN B B

15.60 15.80 16.00 16.20
m/z 85.10 76.24%

113
29 141
oL S AL e e g 22
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
R
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 54 _28%
29 113
oLl [ | LM 169 197 225 253 281 309 337 365 394
....,.... A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane R A BAREEEREE T
57 15.60 15.80 16.00 16.20
m/z 55.00 38.91%
5000 85
0 2\‘9 o J 1?;-31141\169 197 225 253 296
— A A e A RERREEEES
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090619\
Data File : BF116863.D

Acq On : 6 Sep 2019 15:53

Operator : HP/JU

Sample - K4650-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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... 2.11 15.0 ng 334255 1 6.85 444354 20.0
unknown6 .62 6.62 70.0 ng 1555140 1 6.85 444354 20.0
n-Hexadecanoic acid 11.89 4.2 ng 129507 4 11.36 614287 20.0
n-Nonadecanol-1 13.83 11.8 ng 249206 5 14.00 423001 20.0
Hexacosane 14.16 2.2 ng 45599 5 14.00 423001 20.0
Heptacosane 14.46 2.8 ng 58961 5 14.00 423001 20.0
Heneicosane 14.76 2.7 ng 72034 6 15.46 531010 20.0
Heptadecane, 2,3-... 15.10 3.3 ng 87814 6 15.46 531010 20.0
Eicosane 15.91 2.8 ng 73702 6 15.46 531010 20.0
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