LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample : J5822-04

Misc :

ALS Vial : 8 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-BF102318.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 2.275 26 32 60 rvB 1563712 2163896 84.94% 10.858%
2 5.575 589 593 605 rBV 780681 839085 32.94% 4.210%
3 6.569 759 762 777 rBV 465542 569843 22.37% 2.859%
4 6.722 784 788 796 rBVY 1930445 1701120 66.77% 8.536%
5 6.951 824 827 834 rBV 597464 506428 19.88% 2.541%
6 7.110 850 854 869 rVB 1802217 1604628 62.99% 8.052%
7 7.516 918 923 944 rBVY 1239269 1353230 53.12% 6.790%
8 8.239 1041 1046 1064 rBV 545132 686953 26.96% 3.447%
9 9.310 1224 1228 1244 rBV 2859527 2547588 100.00% 12.784%
10 9.998 1340 1345 1355 rBV 713752 809219 31.76% 4_.061%

11 10.786 1475 1479 1492 rBV 1553095 1565906 61.47% 7.858%
12 11.486 1594 1598 1612 rBV 823710 853169 33.49% 4.281%

13 11.986 1680 1683 1690 rBV 41435 53128 2.09% 0.267%
14 12.774 1814 1817 1829 rBvV4 24834 40052 1.57% 0.201%
15 13.068 1862 1867 1870 rBV 2533101 2404504 94.38% 12.066%
16 13.945 2013 2016 2023 rBV 48236 57290 2.25% 0.287%
17 14.133 2044 2048 2058 rBV 474443 521455 20.47% 2.617%
18 14.257 2066 2069 2073 rVB 47868 44133 1.73% 0.221%
19 14.562 2118 2121 2124 rBV 98205 84551 3.32% 0.424%

20 14.880 2170 2175 2182 rBV 137668 153450 6.02% 0.770%

21 15.233 2230 2235 2244 rBV 165276 194738 7.64% 0.977%
22 15.627 2297 2302 2304 rBV 182440 230199 9.04% 1.155%
23 15.662 2304 2308 2319 rVB 268180 427189 16.77% 2.144%
24 16.080 2373 2379 2385 rBV 146245 218879 8.59% 1.098%

25 16.345 2419 2424 2428 rBV6 31060 51022 2.00% 0.256%

26 16.609 2463 2469 2476 rBV2 81832 141655 5.56% 0.711%

27 17.227 2568 2574 2585 rBV3 30401 72527 2.85% 0.364%

28 17.968 2694 2700 2709 rBv4 14591 32882 1.29% 0.165%
Sum of corrected areas: 19928719
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF110522.D

2500000

2000000 6.72
7.11

2.28
1500000
7.52

1000000
5.57

500000 6.57
JL J\ I

i L

T
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: BF110522.D

6.95

2500000

2000000

10.79
1500000

1000000 11.49

10.00

8.24
500000

\__ 11.99 12.77

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110522.D

2500000
2000000
1500000

1000000

14.13

Y
1456 14.88 1523 Jﬁgﬁ 16.08 16.61
13.94 |\14.26 1% i I L 16.34 16 17.23 17.97

oot A

T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1

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

2.28 85.46 ng 2163900 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 33 (2.281 min): BF110522.D (-26) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.1 87.1
| 2.202.302.402.50 2.602.70
S 1 S P NS S —— Y2 E T L S T D - o1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.302.402.50 2.602.70
~ 55.0 87.0 m/z 55.10 28.59%
29.0
R R R R R RS R AR AR AR LA EARAS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.302.402.50 2.602.70
5000 41.0 550 m/z 87.10 26.86%
29.0
H\‘\‘ 990 1120 1200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30.0 2.202.302.402.50 2.602.70
m/z 41.10 13.25%
5000 43.0 87.0
15.0 72.0
"W'L'P'M‘“"H'”I”?%g”'J'”I”'H'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 2

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

6.72 67.18 ng 1701120 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 788 (6.722 min): BF110522.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 540 ®o T o8 ko 760
g1.0 - e — m/z 68.10 40.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SRS SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.61%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.04%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl s e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.92%

74.0
5000 98.0

b Ul 1580 1890

I T
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\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Decanol, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.20 ng 57290 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 90
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
Abundance Scan 2015 (13.939 min): BF110522.D (-2013) (-) m/z 57.05 100.00%
57.0
5000
1.0 AU SN SRR
| 13.60 13.80 14.00 14.20
e e e e ey m/z 43.10 70.75%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 AU S SRR
1.0 13.60 13.80 14.00 14.20
m/z 55.00 56.04%
_ 196.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 54 .00%
1.0
L)L 167.02250281.0 341.0 401.0 460.0 532.0 678.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #119526: 1-Dodecanol, 2-hexyl- e SR M
57.0 13.60 13.80 14.00 14.20
m/z 85.00 42 .50%
5000
1.0
‘ ||| 167.0 2520
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.24 ng 84551 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2121 (14.562 min): BF110522.D (-2118) (-) m/z 57.05 100.00%
57.0 q
5000
UL S B
141.1 14.20 14.40 14.60 14.80
A ,l ,Il l| Ll 2902 2810 m/z 71.05 65.52%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 A L B DR B
mmmmmmmm
99.0 m/z 43.05 64 .23%
|.| Iy, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 1480
5000 m/z 85.05 46.77%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3%0
Abundance #202662: Heptacosane TR T T T T
57.0 14.20 14.40 14.60 14.80
m/z 55.10 22 .82%
h JLJW;A\‘
99.0
27,0 | | 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1450 1440 1460 1480 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.88 5.89 ng 153450 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2175 (14.880 min): BF110522.D (-2170) (-) m/z 57.05 100.00%
57.0
5000
0.1 14160 14180 15,00 15930
141.1 : : :
L B 188t 2se1 amin 74305 63.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LI SRR BN I R
mmmmmmmm
99.0 m/z 71.10 58.41%
[l || | ; 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> §o 160 150 260 250 360 3%0 460 '
Abundance #215181: 2-methyloctacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 43.29%
99.0
| ‘J | | § 1410 183.0 2250 267.0 309.0 365.0
m/z--> §o 160 1éo 260 250 300 3%0 460 '
Abundance #185535: Heptadecane, 9-octyl- I AR RS e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.75%
5000
9.0
ey .J.ﬂ, L1410 a830 PDY o gm0 e e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5
R.T. EstConc Area Relative to ISTD R.T.
15.23 9.12 ng 194738 Perylene-di12 15.66
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 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2234 (15.227 min): BF110522.D (-2230) (-) m/z 57.10 100.00%
57.1
5000
%01 15,00 1520 1540 1560
141.1 - - - -
—_— | o 22t sy esto 0 7T77.05 61,610
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
15.00 15.20 15.40 15.60
m/z 43.05 59.90%
27,0| . ‘ “ L 141. 0. 1830 225.0 267.0 309.0 351.0380.0
m/z--> 50 100 15 200 250 300 350
Abundance #141426: Heneicosane
57.0
" 15.00 15,20 15.40 15.60
5000 m/z 85.05 42 .54%
99.0
2n0) | | ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane S N R B B B B B N
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.81%
5000
99.0
‘ i_]lg | 4 1410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1&'30 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.08 10.25 ng 218879 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2379 (16.080 min): BF110522.D (-2373) (-) m/z 57.10 100.00%

5000

:

15.80 16.00 16.20 16.40
m/z 71.05 61.27%

141.1 1832
m/z--> 50 100 150 200 250 300 350 400

Abundance #209566: Octacosane

-

5000
15.80 16.00 16.20 16.40

m/z 43.10 59.72%

141.0 183.0 2250 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

&)
!
o

15.80 16.00 16.20 16.40
5000 m/z 85.05 46 .86%

99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 23.57%
5000
99.0
‘ | | |, 1410 1830 2250 267.0 300.0 367.0

m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9-Octadecenoic acid, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.39 ng 51022 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 86
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 49
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 46
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 46

Abundance Scan 2423 (16.339 min): BF110522.D (-2419) (-) m/z 55.00 100.00%

5000
207.0

:

16.00 16.20 16.40 16.60
m/z 57.00 93.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-
55.
5000 LA L L L L L L L |
16.00 16.20 16.40 16.60
29.0 m/z 43.00 71.23%
180.0 222.0
TTT I TITT III T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129348: 6-Octadecenoic acid, (2)-
55.0
L S RS
83.0 16.00 16.20 16.40 16.60
5000 29.0 m/z 83.10 61.56%
180.0 222.0
...,.l..‘i‘a‘.. 8.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid R e AR R
55.0 16.00 16.20 16.40 16.60
m/z 69.10 59.99%
5000
111.0
137.0 165.0 193.0 222.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF102318.M Wed Nov 07 15:59:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.61 6.63 ng 141655 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2469 (16.609 min): BF110522.D (-2463) (-) m/z 57.10 100.00%
57.1
2000 uw\ﬂmJ\AM\ij\MMHWM,"MJh,v
99.1 LRI AN ORI
Iﬂl“l 2001 16.20 16.40 16.60 16.80 17.00
s T m/z 71.05 64 .64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 R DA A B BN
mmmmmmmmﬂm
99.0 m/z 43.05 63.93%
| d | 1410 1830 2250 267.0 3090 3510 4220
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #105885: Octadecane
57.0
16:20 16,40 16.60 16.80 17.00
5000 m/z 85.10 52.94%
99.0
25)0) | 4 | | 1410 1830 20102540
m/z--> §0 160 1éo 260 250 300 3%0 460
Abundance #94346: Heptadecane LS BLELLL L BN
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.10 22 .61%
5000
99.0
2slo) | || J | 1410 1830 240.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 350 4(')0 16 20 16. 40 16 60 16. 80 17. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110522.D

Aca On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample = J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Sulfurous acid, 2-propyl tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.23 3.40 ng 72527 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2575 (17.233 min): BF110522.D (-2568) (-) m/z 57.00 100.00%
57.0
5000 WVJ\M/L/\
99.0 I B L I B
J ]Jlmm 209.0  266.9 17.00 17.20 17.40 17.60
Ay m/z 71.05 65.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LR SR UL B
17.00 17.20 17.40 17.60
99.0 m/z 85.10 54_.03%
gy 40 1830 2250 267.0 309.0 _367.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
" 17.00 17.20 17.40 17.60
5000 5.0 m/z 43.05 48.80%
.w.‘.,.J.l.i.h,.%??;".,.1.8.2-.",2.17.9.
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R B e e
57.0 17.00 17.20 17.40 17.60
m/z 55.00 23.59%
5000
99.0
| | | | 1410 1830 225.0 267.0 309.0 351.0 437.0
m/z--> §o 100 1éo 200 250 300 350 400 ' 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110522.D

Acq On : 6 Nov 2018 18:29

Operator : JU/SJ

Sample - J5822-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.28 85.5 ng 2163900 1 6.95 506428 20.0
unknown6.72 6.72 67.2 ng 1701120 1 6.95 506428 20.0
1-Decanol, 2-hexyl- 13.94 2.2 ng 57290 5 14.13 521455 20.0
Hexacosane 14.56 3.2 ng 84551 5 14.13 521455 20.0
Hentriacontane 14.88 5.9 ng 153450 5 14.13 521455 20.0
Heptacosane 15.23 9.1 ng 194738 6 15.66 427189 20.0
Octacosane 16.08 10.3 ng 218879 6 15.66 427189 20.0
9-Octadecenoic ac... 16.34 2.4 ng 51022 6 15.66 427189 20.0
Triacontane 16.61 6.6 ng 141655 6 15.66 427189 20.0
Sulfurous acid, 2... 17.23 3.4 ng 72527 6 15.66 427189 20.0
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