LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample : J6083-03

Misc :

ALS Vial : 7 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-BF112618.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 2.258 23 29 42 rVB 102975 168431 7.97% 0.989%
2 5.193 524 528 545 rBV 59168 122789 5.81% 0.721%
3 5.563 587 591 612 rBY 1506317 1743600 82.50% 10.234%
4 6.569 757 762 781 rBVY 1683627 2044848 96.75% 12.003%
5 6.704 781 785 798 rVB 2125361 1967367 93.09% 11.548%
6 6.934 821 824 835 rBV 379047 370586 17.53% 2.175%
7 7.087 846 850 873 rBVY 1636731 1512739 71.58% 8.879%
8 7.504 917 921 943 rBVY 1190854 1279638 60.55% 7.511%
9 8.216 1039 1042 1063 rVB 420709 498283 23.58% 2.925%
10 9.286 1220 1224 1238 rBV 2294932 2113444 100.00% 12.405%
11 9.686 1289 1292 1303 rBV 74199 85668 4 ._.05% 0.503%

12 9.975 1337 1341 1353 rVB 580722 556872 26.35% 3.269%
13 10.769 1472 1476 1495 rBV 1181002 1264519 59.83% 7.422%
14 11.475 1592 1596 1606 rBV 459411 530031 25.08% 3.111%

15 11.969 1678 1680 1687 rBV 48618 57068 2.70% 0.335%
16 13.051 1860 1864 1867 rBVY 1717063 1463664 69.25% 8.591%
17 13.251 1893 1898 1901 rBvV 30435 25678 1.21% 0.151%
18 13.592 1952 1956 1959 rBvV 48771 40675 1.92% 0.239%
19 13.921 2005 2012 2018 rBvV 82998 87884 4.16% 0.516%
20 14.133 2044 2048 2059 rVB 282365 343947 16.27% 2.019%
21 14.239 2062 2066 2070 rVB 63120 54821 2.59% 0.322%
22 14.539 2114 2117 2122 rBV 69824 62406 2.95% 0.366%
23 14.857 2167 2171 2176 rBV 71807 73191 3.46% 0.430%
24 15.204 2225 2230 2238 rBV 63113 77595 3.67% 0.455%
25 15.598 2292 2297 2304 rBV 54387 69643 3.30% 0.409%
26 15.668 2304 2309 2321 rBV 188268 325307 15.39% 1.909%
27 16.045 2368 2373 2379 rBV 38408 56048 2.65% 0.329%
28 16.568 2457 2462 2470 rVB5 21749 39922 1.89% 0.234%
Sum of corrected areas: 17036664
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On - 28 Nov 2018 15:34

Operator : JU/SJ

Sample : J6083-03

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF112618 .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: BF111046.D
6.70

2000000

6.57 7.09

1500000 5,56

7.50

1000000

500000 6.93

i 58 L UL[H L

O e L e e e e e e e e e e e e o L o e e e o e S B s e s s B s o B

T 1
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: BF111046.D

2000000
13.05
1500000
10.77
1000000

9.97
500000 8.22 11.47

L 9.69 11.97 K 13.25

ot e

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: BF111046.D

2000000
1500000
1000000

500000
14.13 15.67

13.92 l14.24 1454 14.86 1520 15,
13.59 n 4. . Aqg 16.04 16.57

O e e e L e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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.

2.26 9.09 ng 168431 1,4-Dichlorobenzene-d4 6.93
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 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 29 (2.258 min): BF111046.D (-23) (-) m/z 73.05 100.00%
74.0

-

5000 43.0
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
b et e e e e e e || M/z 43.05 39.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.00 29.87%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 410 550 m/z 87.10 27 .56%
29.0
o ] sro 1120 a0
(O o o B B LIS o o o e o RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.202.30 2.40 2.50 2.60 2.70

m/z 41.10 15.66%

5000

| | . 83.0 97.0 115.0
o B L o o e B e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70

o
— w
— =
o
- N
w
= o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 6.63 ng 122789 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 528 (5.193 min): BF111046.D (-524) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 | 480 5.00 520 5.40 5.60
ottt e e e m/z 59.00 55.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L IR I
480 5.00 520 5.40 5.60
59.0 m/z 101.00 18.86%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 560
5000 m/z 58.00 15.54%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.81%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ 510“‘ . “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown6.70 Concentration Rank 1

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

6.70 106.18 ng 1967370 1,4-Dichlorobenzene-d4 6.93
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 784 (6.698 min): BF111046.D (-781) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 B0 o 640 6.60 6.80 7.00
0 : B E e m/z 68.10 44 _50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS L UL S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.16%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 29.75%
0...‘.|.‘5.]‘-;‘().;‘.7.()‘..0.”8?..0. |‘||“|||I|| B E e
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propionyl R m e A mmr
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.29%
74.0
5000 98.0 116.0
0: — II‘I\I\I\I ""Ml ||“|| |‘H“||‘|“| II‘MII ||EI-5|8.0||| ||]|-8|9.|0|
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\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 14

Peak Number 5 Undecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.97 2.15 ng 57068 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid

2 Dodecanoic acid

3 n-Decanoic acid

4 d-Glucohexodialdose
5 Sedoheptulosan

186 C11H2202
200 C12H2402
172 C10H2002
178 C6H1006
192 C7H1206

000112-37-8 64
000143-07-7 59
000334-48-5 47
1000149-19-1 43
000469-90-9 35

Abundance Scan 1680 (11.969 min): BF111046.D (-1678) (-) m/z 43.10 100.00%
43.1 73.0
5000
129.1
97.0
213.1
| 157.1 185.2 11.60 11.80 12.00 12.20
0 i m/z 73.00 96.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
5000 43.0 LI L L L L B
11.60 11.80 12.00 12.20
27,0 85.0 129.0 m/z 60.00 94 .76%
| l | 101 0 | 157.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61121: Dodecanoic acid
73.0
e e N
43.0 11.60 11.80 12.00 12.20
5000 m/z 55.10 81.16%
129.0 200.0
157.0 :
T i
S O T PR .2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid
60.0 11.60 11.80 12.00 12.20
41.0 m/z 41.10 75.81%
5000 129.0
870 1120 172.0
I (Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexatriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.59 2.37 ng 40675 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1956 (13.592 min): BF111046.D (-1952) (-) m/z 57.10 100.00%

57.1

-
"

9.1 1411 2069 13.20 13.40 13.60 13.80 14.00
N m/z 43.10 72.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

.

13!20 13.40 13!60 13.80 14.I00
m/z 71.10 63.33%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane

57.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 85.10 43 .88%
9.0
o259 LA 4]y 141.0183.0225.0267.0309.0  380.0
L L o e A LA o e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane

13.20 13.40 13.60 13.80 14.00
m/z 41.00 27.24%

141.0183.0 225.0267.0 338.0 L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80 14.00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Sulfurous acid, butyl hepta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.11 ng 87884 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
4 1-Octadecanesulphonvl chloride 352 C18H37Cl102S 1000342-70-4 91
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 90
Abundance Scan 2012 (13.921 min): BF111046.D (-2005) (-) m/z 57.05 100.00%
5%.0

5000

J

13 60 13. 80 14.00 14.20

o} m/z 43.05 71.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
5_.0 N\A\,‘wj
5000 LA L L L L L L LB L |
85.0 13.60 13.80 14.00 14.20
m/z 71.10 59.91%
0 230| | ) 1110 1390 1600 2100 239.0 291.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0 13.60 13.80 14.00 14.20
5000 : m/z 85.10 41.84%
97.0
ol }\ || 1550 1650 197.0 2310 2610
v“'v'“  RAmaa Ea B e AR AR Eaak Ras s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
43.0 13.60 13.80 14.00 14.20
m/z 55.00 34.64%
71.0
5000
97.0
ol }\ ||| 1250 1650 1690 2100
R B B e A m R e L e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.24 3.19 ng 54821 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2066 (14.239 min): BF111046.D (-2062) (-) m/z 57.05 100.00%
57.0
5000
| | 1411 2610 " 14.00 14,20 14.40 14.60
0 ...:,.n..J'l‘.'p.:.. S m/z 43.05 67.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LN S B UL B
mmmmmmmm
99.0 m/z 71.05 66.06%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 51.10%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0 14.00 14.20 14.40 14.60
m/z 55.05 24 449
5000
99.0
0 27,00 | | | | 141 0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 14}00 14. 20 14.40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1454 3.63ng 62406  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 91

2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2117 (14.539 min): BF111046.D (-2114) (-) m/z 57.10 100.00%

57.1

11l n

99.1 I S SEEEEREE LS
| 1411 209.0 14.20 14.40 14.60 14.80
b b g 1 e | M/Z 43.10 66.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L |
14.20 14.40 14.60 14.80
99.0 m/z 71.05  63.75%

oL 1, 111 141.0 183.0 225.0 267.0 309.0 367.0
e e e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

57.0

14.20 14.40 14.60 14.80

5000 m/z 85.10 41.63%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
L e o o o B e LA B o o o o e e I N o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0 14.20 14.40 14.60 14.80

m/z 55.00 25.48%

5000

99.0
l\d 141.0 183.0 225.0 267.0 309.0 351.0 437.0

Ol L e T N

m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .86 4.26 ng 73191 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2172 (14.863 min): BF111046.D (-2167) (-) m/z 57.05 100.00%
57.0
5000
99.1 A DR DU SURBURI SR
I J | 0 155.1 207.0 2811 14.60 14.80 15.00 15.20
Y S 8 e . O — m/z 71.10 68.72%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000 L SR S S I
14.60 14.80 15.00 15.20
99.0 m/z 43.05 59.75%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 48.28%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #202661: Heptacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 .21%
5000
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 11 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.20 4.77 ng 77595 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2229 (15.198 min): BF111046.D (-2225) (-) m/z 57.10 100.00%
57.1
5000
| 199-1 14,80 15.00 15.20 15.40 15.60
141.0 . . . ) )
ol LAy g7 ter0 2810 Wy 43.05  64.09%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AR BRI DA B B
Mmmmmmmmmm
99.0 m/z 71.05 58.56%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
14,80 15.00 15.20 15.40 15.60
5000 m/z 85.05 43 .40%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 '
Abundance #105886: Octadecane
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 24 .66%
5000
99.0
oL 2100 | | 11 | | 1410 1830 22402540
m/z--> 50 160 150 260 2%0 360 350 ' 1480 1500 1520 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 12 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.60 4.28 ng 69643 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2297 (15.598 min): BF111046.D (-2292) (-) m/z 57.05 100.00%
57.0
5000
Jgg ! 15,20 15.40 15.60 15.80 16.00
141.1 183.2 : : : : :
o...:,...-.'I,-."...,....,....,.2]8.1'.0,....,....,...., m/z 43.05 58.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 AR AL DAL BRI B

15.20 15.40 15.60 15.80 16.00
m/z 71.05 57.69%

99.0
141.0
oL b J L1140 1830 2250 2670 3090 60

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
R R AR R
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.05 45.07%
99.0
ol Il )1 140 183.0 2250 2670 309.0 351.0 393.0 436.0
L i e o e o e I LA A e e e e i B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.00 21.04%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
....,....,....,....,.... T R e R o R
m/z--> 50 100 150 200 250 300 350 400 15. 20 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 13 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.45 ng 56048 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2372 (16.039 min): BF111046.D (-2368) (-) m/z 57.05 100.00%
57.0
99.0 R PR SRR SN B
1| 141.2 281.0 15.80 16.00 16.20 16.40
ol—ih b | m/z 43.05 62.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LRI UL BN BRI R
mmmmmmmm
m/z 71.05 57 .42%
o Il | ﬂ L] 1410 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> §o 100 150 260 2%0 360 3%0 460 !
Abundance #194494: Hexacosane
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.05 38.15%
9.0
oL i 4 i) 140 1830 2250 267.0 3090 3660
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #215181: 2-methyloctacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.40%
5000
99.0
o ||| 10 183.0 225.0 267.0 309.0 3650
m/z--> ' 1(')0 1&'30 2(')0 250 300 351;0 4(')0 ! 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111046.D

Aca On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample = J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 14 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.45 ng 39922 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Heneicosane 296 C21H44 000629-94-7 64
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 64
5 7,7-Diethylheptadecane 296 C21H44 1000360-41-5 64
Abundance Scan 2462 (16.568 min): BF111046.D (-2457) (-) m/z 57.05 100.00%
57.0
5000
99.0 UV U
| 151.0  209.0 281.0 16.20 16.40 16.60 16.80
ol b L e m/z 71.05  57.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 AR DR SRR U
16. 20 16. 40 16 60 16.80
99.0 m/z 43.00 53.15%
o1, | }410 1830 2250 2810 337.0 3940
m/z--> 55 160 150 260 2%0 360 3éo 460 '
Abundance #223852: Hentriacontane
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.05 40.10%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3éo 460 '
Abundance #141426: Heneicosane
57.0 16.20 16.40 16.60 16.80

m/z 55.00 27.21%

5000

99.0
15.0 | | | | | J 1410 1830 2250 296.0

SR I i 2 S

m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112818\
Data File : BF111046.D

Acq On : 28 Nov 2018 15:34

Operator : JU/SJ

Sample - J6083-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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... 2.26 9.1 ng 168431 1 6.93 370586 20.0
2-Pentanone, 4-hy... 5.19 6.6 ng 122789 1 6.93 370586 20.0
unknown6.70 6.70 106.2 ng 1967370 1 6.93 370586 20.0
Undecanoic acid 11.97 2.1 ng 57068 4 11.47 530031 20.0
Hexatriacontane 13.59 2.4 ng 40675 5 14.13 343947 20.0
Sulfurous acid, b... 13.92 5.1 ng 87884 5 14.13 343947 20.0
Heneicosane 14.24 3.2 ng 54821 5 14.13 343947 20.0
Hexacosane 14 .54 3.6 ng 62406 5 14.13 343947 20.0
2-methyloctacosane 14 .86 4.3 ng 73191 5 14.13 343947 20.0
Octacosane 15.20 4.8 ng 77595 6 15.67 325307 20.0
Hexadecane 15.60 4.3 ng 69643 6 15.67 325307 20.0
Hentriacontane 16.04 3.5 ng 56048 6 15.67 325307 20.0
Octadecane, 2-met... 16.57 2.5 ng 39922 6 15.67 325307 20.0
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