LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 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-BF073018.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 5.201 483 487 505 rBV 459577 654185 15.54% 1.745%
2 5.601 552 555 590 rBY 2209684 3298904 78.34% 8.801%
3 6.601 721 725 744 rBVY 2159200 3131248 74.36% 8.354%
4 6.736 744 748 771 rVB 2830168 3475943 82.55% 9.273%
5 6.960 783 786 808 rVB 560716 769480 18.27% 2.053%
6 7.113 808 812 838 rVB 2391213 2764565 65.65% 7.376%
7 7.525 878 882 915 rBVY 1381920 2237869 53.14% 5.970%
8 8.242 1000 1004 1020 rBV 828862 1032965 24.53% 2.756%
9 9.313 1181 1186 1221 rBvY 3378818 4210941 100.00% 11.234%
10 10.001 1298 1303 1324 rVB 1030313 1146151 27.22% 3.058%

11 10.795 1434 1438 1455 rBV 1851442 2569416 61.02% 6.855%
12 11.495 1553 1557 1577 rBV 891107 1215824 28.87% 3.244%
13 12.001 1638 1643 1647 rBV 97439 147035 3.49% 0.392%
14 12.789 1772 1777 1783 rBV4 34443 60436 1.44% 0.161%
15 13.083 1822 1827 1845 rBV 3259005 3819021 90.69% 10.189%

16 13.307 1856 1865 1876 rBV 362460 964315 22.90% 2.573%
17 14.042 1983 1990 2003 rBV 701411 1221870 29.02% 3.260%
18 14.148 2004 2008 2025 rVvVv 743549 1101086 26.15% 2.938%
19 14.624 2083 2089 2100 rVB 596126 1077727 25.59% 2.875%
20 14.895 2132 2135 2140 rVB 64391 72338 1.72% 0.193%

21 15.024 2152 2157 2162 rBV6 58606 108466 2.58% 0.289%
22 15.212 2182 2189 2193 rBV 366488 730483 17.35% 1.949%
23 15.648 2260 2263 2265 rBV 73215 82254 1.95% 0.219%
24 15.683 2265 2269 2283 rVB2 510495 989543 23.50% 2.640%
25 15.889 2298 2304 2313 rVB2 146950 324922 7.72% 0.867%

26 16.106 2336 2341 2349 rVB 96264 164974 3.92% 0.440%
27 16.648 2428 2433 2435 rBV3 62194 110586 2.63% 0.295%

Sum of corrected areas: 37482547
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF080118\

BF107884.D
1 Aug 2018 13:05
JussJ
PB111656BL
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF107884.D
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5.20
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0
Time-->
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3000000

2500000

2000000

1500000
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TIC: BF107884.D
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0
Time-->

L B LA E E e S s S B B B R
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I
13.00
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3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF107884.D

1415415
14.62 15.68

15.21
14.85.02 15/65 15:8916 11
e TN

16.65

T
Time--> 13.50

I
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16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.20 17.00 ng 654185 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 487 (5.201 min): BF107884.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
ot 480 500 520 540 560
o..,....,....,....',':...,..~!Ii...6.9,°....f‘?.c’..,...:,'....,. m/z 59.00 63.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 500 520 5.40 5.60
m/z 101.10 18.23%
3L0 | 830 g3 l010
ottt e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2- methyl 2-(1-methylethoxy)-
59.0
480 500 520 540 560
5000 m/z 58.00 16.63%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T T T T
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 8.55%
5000
410 101.0
A A 4'0 T % i o) L ab ok sk ohb ako
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 90.35 ng 3475940 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF107884.D (-744) (-) m/z 132.00 100.00%
132.0
5000 /L
68.0
00 %0 550 Sk oo 7ho
01 : e B m/z 68.00 34.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 134.00 33.10%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e S BERmaw
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 23.45%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.31%

5000
104.0
66.0

m/z--> 20 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\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.42 ng 147035 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1643 (12.001 min): BF107884.D (-1638) (-) m/z 60.00 100.00%
6d.0
5000 MJ\‘\\‘N\/\
83.0 129.1
3 10. 1570 1851 2132 256.1 11.|60 11.|80 12.'00 12.'20 12.'40
0 m/z 73.00 89.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 R o
11. 60 11. 80 12. OO 12. 20 12. 40

3.0

83.0 5
1570 1g50 2130 256.0 m/z 43.00 89.16%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 73
T T T T T

11.60 11.80 12.00 12.20 12.40
5000 m/z 57.00 84.77%
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :

R O N A W—

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid REAREEREER RS
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 71.29%
5000 129.0 Fumﬁhm“wrmﬁmﬂw}Lﬂ\//\\vwwwwﬁrh

0l15.0 |

”.P.”,”. R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Decane, 3,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.31 17.52 ng 964315 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 86

Abundance Scan 1866 (13.313 min): BF107884.D (-1856) (-) m/z 57.00 100.00%

57.0
5000 .

13.00 13.20 13.40 13.60

113.1
1412 169.1 197.2 225.3 253.2

295.3

0! m/z 71.05 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LI L L L L L L BB L |
13.00 13.20 13.40 13.60
m/z 43.00 49 _.25%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
R AAa B o e B R AR AN ERENEAEE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38349: Decane, 3,8-dimethyl-
57.0
e m e o B
85.0 13.00 13.20 13.40 13.60
5000 > m/z 85.05 43.42%
113.0 141.0
o | G S P W . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141433: Pentadecane, 8-hexyl- A R e e
43.0 13.00 13.20 13.40 13.60
m/z 55.00 20.82%
71.0
5000
99.0 196.0
o ol Ty Y80 1850 1225.0 252.0 280.0
RS B a B A RARRERASEIE L e e e EammEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

8270-BF073018.M Thu Aug 02 11:22:37 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.04 22.19 ng 1221870 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 1990 (14.042 min): BF107884.D (-1983) (-) m/z 57.00 100.00%

57.0
5000

l l 141.1 1832 13. 80 14. 00 14. 20 14. 40
ol LA ll Lody o 832 2252 2672 3093 8551 m/z 71.10 58.00%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA B L L L L L

13. 80 14. OO 14. 20 14. 40
‘ m/z 43.00 49.98%
L

99.0
0 27.r0| I| B }410 183.0 225.0 267.0 323.0 380.0
et bt T T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0

13.80 14. 00 14. 20 14.40

5000 m/z 85.10 43.05%
OQM] lJlMOBWZEO%M3%0%M
=
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R B e

57.0 13.80 14.00 14.20 14.40
m/z 55.00 19.88%

5000
99.0
27,0 Loy 1410 183.0 225.0 281.0 337.0 394.0

|

oL e e S ittat A

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\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 19.58 ng 1077730 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2088 (14.618 min): BF107884.D (-2083) (-) m/z 57.00 100.00%
57.0 q
5000 85.1
113.1 mmmmmmmm
1412
ol b LA 24}2169.1197.2225.2058.2 295.2323.4 355.0 m/z 71.05 59.47%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0

5000
714140 1460 1480 15,00
| m/z 43.00 49.28%

29.0 113.0
oL i J 1410169.0197.0225 0253.0  296.0
, L ABLEE B i e o e o o e o B
m/z--> 50 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0

14.40 14 60 14. 80 15.00

5000 85.0 m/z 85.10 42.74%
113.0
0 HJ]yﬂAﬁﬂ%wOZN%wmmo3w%%mmo
RN i 25 AL i e
mz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 714140 14.60 1480 15,00

m/z 55.00 21.29%

5000 85.0 MvAw¢Wwak‘~Mj/\DMFAWNJ\“AW\\N
113.0
290) | | 4[] [*10169.0 211.0239.0267.0295.0323.0352.0

o i R el st sl e

m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 8 unknownl15.02 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.02 2.19 ng 108466 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Fumaric acid. cis-4-tert-butvlcy... 422 C26H4604 1000345-12-8 16
2 Pvridine-3-carbonitrile. 5-acetv... 300 C18H12N40 294874-44-5 12
3 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 12
4 Fumaric acid. dodecyl trans-4-te... 422 C26H4604 1000345-13-6 12
5 4H-Pyran-4-one, 3-acetyl-2-[(4-a... 285 C16H15NO4 1000350-41-2 12

Abundance Scan 2156 (15.018 min): BF107884.D (-2152) (-) m/z 43.00 100.00%
43.
97.0 285.3
5000
1471 2131 St s
386.3 14.80 15.00 15.20 15.40
Ot m/z 57.00 94 .14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219772: Fumaric acid, cis-4-tert-butylcyclohexyl dodecyl ...
571.0 285.0
5000 117.0 T
69 0 14.80 15.00 15. 20 15.40
1 366.0 m/z 55.00 87.58%
ALy 2o,
bt .,.. x "'- S Y NN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144764: Pyridine-3-carbonitrile, 5-acetyl-2-dicyanomethy!...
43.0
e A B
285.0 14.80 15.00 15.20 15.40
5000 m/z 41.00 67.71%
88.0 164.0 231.0
T O O O B —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecy! ester R B R e ma
43.0 14.80 15.00 15.20 15.40
m/z 285.25 63.18%
5000
o 1 2501680 224.0 325.0367.0410.0452.0493.0536.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.21 14.76 ng 730483 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2189 (15.212 min): BF107884.D (-2182) (-) m/z 57.00 100.00%
51.0
5000 85.0
LRSI ORI AR R B
113.1141.1169 1 14.80 15.00 15.20 15.40 15.60
1 — .l‘ ,|. A CA2601107.0 239.12660 32333550 nsn” 7110 58.50%
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl-
51.0
85.0
5000 LRSI ORI AR U B
197.0 14.80 15.00 15.20 15.40 15.60
113.0, 1 o m/z 43.00 48.02%
Lzmal || [ L] [0 | 20
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 14.80 15.00 15.20 15.40 15.60
5000 ' m/z 85.05 42 .67%
29.0 113.0
oLl | L)L 30401600107 025 02530 2960
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R EAREE S e e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 19.45%
5000 85.0 VwNVAMﬂ»\WM/\kamA/ﬁMMAN
113.0
oL 209 |y oy [ 2#10169.0  211.0239.0267.0295.0323.0352.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 6.57 ng 324922 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Docosane 310 C22H46 000629-97-0 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2304 (15.889 min): BF107884.D (-2298) (-) m/z 57.00 100.00%
57.0
5000
0.1 1560 15,80 16:00 1620
141.1 : : : :
ob Ll bbby fApL ge12l 2811 3400 | Uo7 05 54.190%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 L B B I B

15.60 15.80 16.00 16.20
m/z 43.00 45.08%

99.0
1 J Jl | 11410 182.0211 0 252,0281.0 3220

O A A e F e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R R ERREE e E
15.60 15.80 16.00 16.20
5000 m/z 85.05 40.34%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
4 e e T
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane A B R
57.0 15.60 15.80 16.00 16.20
m/z 55.00 19.78%
5000
99.0
o270 | | ||| 1410 1830 2250 2670 3100
s L e L L A e e o B e T I S A N R ERREE e E
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 11 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.33 ng 164974 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2342 (16.112 min): BF107884.D (-2336) (-) m/z 57.00 100.00%
57.0
5000

15.80 16.00 16.20 16.40

‘ nl ll II12fs 1 169.2 207.0239.3 2831 3411

ol ol ool 2831 SALL oot 71 05 56.24%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 LA L L L L L L LB LB |
15.80 16.00 16.20 16.40
m/z 43.00 45 _.80%
99.0
o2HOL L) LTI, 1410 1830 268.0
- I T T I =T T T I T T T I L I L. I L I T T 1 7T I
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R I RERREEEE RS RSy
15.80 16.00 16.20 16.40
5000 m/z 85.00 37.23%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.93%
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 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107884.D

Aca On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 12 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.65 2.24 ng 110586 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86

Abundance Scan 2433 (16.648 min): BF107884.D (-2428) (-) m/z 57.00 100.00%

5000

Hr

16.40 16.60 16.80 17.00

(o} m/z 71.05 58.10%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L LB
16. 40 16. 60 16. 80 17. OO
130 m/z 43.00 54_.16%
o ]n ,169. ‘0‘2|2§ 0 309 0 365 0 437.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129502: Nonadecane, 9-methyl-
57.0
R R REEEEEEEEe
16.40 16.60 16.80 17.00
5000 m/z 85.10 36.19%
140.0
0 | 211 0 267 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane Rm e R
57.0 16.40 16.60 16.80 17.00
m/z 55.00 22.21%
2000 JvﬂwﬂAMWMV““Nf/N\MwMMvamrwwv
130 169.0
O AT 7200 2250 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080118\
Data File : BF107884.D

Acq On : 1 Aug 2018 13:05

Operator : JU/SJ

Sample : PB111656BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.20 17.0 ng 654185 1 6.96 769480 20.0
unknown6.74 6.74 90.3 ng 3475940 1 6.96 769480 20.0
n-Hexadecanoic acid 12.00 2.4 ng 147035 4 11.49 1215820 20.0
Decane, 3,8-dimet... 13.31 17.5 ng 964315 5 14.15 1101090 20.0
Heptacosane 14 .04 22.2 ng 1221870 5 14.15 1101090 20.0
Heneicosane 14.62 19.6 ng 1077730 5 14.15 1101090 20.0
unknown15.02 15.02 2.2 ng 108466 6 15.69 989543 20.0
Hexadecane, 2-met... 15.21 14.8 ng 730483 6 15.69 989543 20.0
Eicosane, 7-hexyl- 15.89 6.6 ng 324922 6 15.69 989543 20.0
Nonadecane 16.11 3.3 ng 164974 6 15.69 989543 20.0
Hentriacontane 16.65 2.2 ng 110586 6 15.69 989543 20.0
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