LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

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-BF071219.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 2.146 5 10 19 rVB 321890 420786 21.28% 1.689%
2 5.498 575 580 599 rBVY 1552448 1604570 81.16% 6.441%
3 6.504 747 751 766 rBY 1845945 1683522 85.15% 6.758%
4 6.645 771 775 779 rBVY 2029005 1779035 89.98% 7.141%
5 6.881 811 815 818 rBVY 1212045 1059210 53.57% 4.252%
6 7.034 837 841 845 rBVY 1633076 1396596 70.64% 5.606%
7 7.434 905 909 921 rBVY 1211819 1091827 55.22% 4.383%
8 8.163 1029 1033 1036 rBvV 1406995 1298703 65.69% 5.213%
9 9.233 1211 1215 1226 rBvV 2337330 1977080 100.00% 7.936%
10 9.622 1278 1281 1287 rBV 198850 184737 9.34% 0.742%

11 9.916 1327 1331 1345 rVB 1831254 1527407 77.26% 6.131%
12 10.698 1461 1464 1476 rBV 1010735 1060317 53.63% 4._.256%

13 10.822 1482 1485 1494 rVB3 28433 47503 2.40% 0.191%
14 11.298 1564 1566 1572 rVB3 24443 23818 1.20% 0.096%
15 11.398 1580 1583 1586 rBV 1383299 1325968 67.07% 5.323%
16 11.422 1586 1587 1591 rVB 101762 72905 3.69% 0.293%
17 11.692 1630 1633 1636 rBV 34355 28207 1.43% 0.113%
18 11.792 1647 1650 1652 rBV 30040 24823 1.26% 0.100%
19 11.927 1666 1673 1685 rBV2 420196 595505 30.12% 2.390%
20 12.016 1685 1688 1690 rVv2 27749 29055 1.47% 0.117%
21 12.098 1700 1702 1707 rVB2 35038 29958 1.52% 0.120%
22 12.380 1748 1750 1755 rBV5 17163 23959 1.21% 0.096%
23 12.451 1759 1762 1764 rBV 28840 30777 1.56% 0.124%

24 12.474 1764 1766 1768 rVvV 135713 131106 6.63% 0.526%
25 12.498 1768 1770 1775 rVB2 152892 135667 6.86% 0.545%

26 12.580 1781 1784 1787 rBV3 23189 25119 1.27% 0.101%
27 12.616 1787 1790 1794 rBV 169156 166203 8.41% 0.667%
28 12.716 1802 1807 1815 rBV 760653 974259 49.28% 3.911%
29 12.839 1825 1828 1831 rBV 137139 138438 7.00% 0.556%
30 12.980 1849 1852 1856 rBV 1731709 1470292 74.37% 5.902%

31 13.168 1882 1884 1888 rVB2 38865 34198 1.73% 0.137%
32 13.216 1889 1892 1894 rBV2 44133 43401 2.20% 0.174%
33 13.886 2004 2006 2010 rVB 63019 54597 2.76% 0.219%

34 14.039 2028 2032 2035 rBV 1223569 1181244 59.75% 4.742%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

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\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.204 2057 2060 2065 rVB 81526 75843 3.84% 0.304%

36 14.510 2109 2112 2116 rVB 151613 147235 7.45% 0.591%
37 14.815 2161 2164 2168 rBV 286458 260947 13.20% 1.047%
38 15.157 2218 2222 2227 rBV 419333 491498 24.86% 1.973%
39 15.521 2279 2284 2286 rBV 942595 1309592 66.24% 5.257%
40 15.980 2358 2362 2370 rBVY 352780 539379 27.28% 2.165%

41 16.492 2445 2449 2457 rVB 232774 416589 21.07% 1.672%

Sum of corrected areas: 24911875
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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\BF072219\

BF115710.D

22 Jul 2019 15:39

HP/JU

K3621-05 2X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000
2.15

TIC: BF115710.D

6.65

6.50
7.03
5.50

6.88 7.43

0
Time-->

5.50

T
5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF115710.D

9.92 12.98

8.16 11.40

10.70

12.72

9.62

L1z

10.82

0
Time-->

13.00

12.00 12.50

T
11.00

10.00

T
9.50 10.50 11.50

Abundance

2000000

1500000

1000000

500000

0

13.89

TIC: BF115710.D

14.04
15.52

Time-->

™1
13.50

18.50

T T
17.50 18.00

15.50 16.00

16.50

17.00

14.00

14.50 15.00

8270-BF071219.

M Tue Jul 23 14:54:21 2019 Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 6

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

2.15 7.95 ng 420786 1,4-Dichlorobenzene-d4 6.88
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 64
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 11 (2.152 min): BF115710.D (-5) (-) m/z 73.00 100.00%
7B
5000
43 - g7
2.20 2.30 2.40 2.50 2.60
0 ..,....,....,...3‘*”,':.'..5?..|..,..??,'.:..,....,....,... m/z 43.00 33.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U AR R AR AR U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 25.46%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
21 o 87 1220 2.30 2.40 250 2.60
5000 m/z 54.95 23.29%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- N R REEREERREE AL
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.76%
5000 43
58
0"|"”|"Hh“"'H*"|”"|'”'|"”|"'w""w"
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 33.59 ng 1779040 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 776 (6.651 min): BF115710.D (-771) (-) m/z 132.00 100.00%
5000 o8
0 st |l 7o Pyons | o o ok
o gL el weus o m/z 68.00 36.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR S R R L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.48%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.97%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e AT
132 6.40 6.60 6.80 7.00
m/z 68.95 13.89%
5000 67
41 97
53
‘ 79 ‘ 117
ol lll ol ) 88 a0 |
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\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4
R.T. EstConc Area Relative to ISTD R.T.

11.93 8.98 ng 595505 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1673 (11.927 min): BF115710.D (-1666) (-) m/z 73.00 100.00%

7B
43 60
5000 129
> 115 213 SR UL B SRR U

8 143157171 192 227 256 11.60 11.80 12.00 12.20

0! m/z 43.00 77 .40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN
w
o2}
S
~
W
é I

5000 129 L L L L L B |

11.60 11.80 12.00 12.20
0! JH

m/z 59.95 75.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

213
143 157171 185 199

Abundance #72646: Tridecanoic acid
43 60 78
R EE e s S
11.60 11.80 12.00 12.20
5000 m/z 57.00 63.90%
29
129
115 171 214
L ‘ \M | 143157 | 18597
Obrrrr e "l...‘,‘....,..‘..,‘....,.... R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid e BEA AN EE an st
73 11.60 11.80 12.00 12.20
60 m/z 41.00 60.43%
43
5000 129
185
115 171 228
m/z--> 20 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\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.05 ng 135667 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 74
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 72
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 72
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 72
Abundance Scan 1770 (12.498 min): BF115710.D (-1768) (-) m/z 55.00 100.00%

@

5000
3 12.20 12.40 12.60 12.80
o/ B m/z 69.00 79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
74
5000 LI N N N B I

12!20 12.I40 12!60 12.I8O
m/z 74.00 76.15%

180
0 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester
5

12.20 12.40 12.60 12.80
m/z 41.00 70.52%

5000
97
123 264
ol 2 138153 180 507222 546 296
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester L o
5 12.20 12.40 12.60 12.80
m/z 83.05 60.07%
5000
97
29 264
123 222
o d 1 138153 180 50777 46
e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.72 14.70 ng 974259 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1808 (12.721 min): BF115710.D (-1802) (-) m/z 73.00 100.00%

284 N A EEEEE
143157171 | 199544227 12.40 12.60 12.80 13.00

m/z 43.00 85.11%

O

7B
5000 129

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73
5000 129 I R R R s e
12.40 12.60 12.80 13.00
m/z 60.00 78.45%
143457171
o]
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73

29 12.40 12.60 12.80 13.00
5000 m/z 57.00 69.82%

129 242
7 199
L | Lji 01115 1 1431571711857 913

%

Ot torr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid [ e
73 12.40 12.60 12.80 13.00
m/z 55.00 67 .69%
43 5
5000 129
185 228
115
1 143157171 ‘
d A M Ao | 19913 | e e
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 11

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

12.84 2.34 ng 138438 Chrysene-di12 14.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95

2 Fluoranthene 202 C16H10 000206-44-0 81

3 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 64

4 Benzene. 1.17-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 59

5 I-Leucyl-I1-leucine, N,N"-dimethy... 528 C29H56N206 1000328-59-7 40

Abundance Scan 1828 (12.839 min): BF115710.D (-1825) (-) m/z 202.00 100.00%
202

5000

T
12.60 12.80 13.00 13.20

m/z 199.95 20.67%

101

ol 39 51 63 75 88 122135 150 174186 226 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62823: Pyrene

5000
12.60 12.80 13.00 13.20

m/z 201.00 17.93%

27 39 51 63 75 122134 150162174 189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62827: Fluoranthene
202
12.60 12.80 13.00 13.20
5000 m/z 203.00 17.55%

101
3951 6375 8 | 122 150162174 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran) T T T T T T
202 12.60 12.80 13.00 13.20

m/z 100.95 14.51%

o

67 99

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .51 2.49 ng 147235 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 2112 (14.510 min): BF115710.D (-2109) (-) m/z 57.00 100.00%
g7
85
5000
UL R DU UL B
141 254 14.20 14.40 14.60 14.80
Y ,I bk ” J (109189 217 31273295318 336354 | n/oT 71.05  74.60%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LR BRI B B B
mmmmmmmm
29 m/z 43.00 61.45%
0 |J | I I d 1:}-31 141 169 197 225 254
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57
o 14.20 14.40 14.60 14.80
5000 m/z 85.10 58.71%
29 113
oLl LU a0 107 205 05 206
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #83028: Hexadecane B AR E REEEE EaE
57 14.20 14.40 14.60 14.80
m/z 41.00 21.17%
0 2\9 1l 1 | 1 I 1::-3‘ 141 169 197 226
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.99 ng 260947 Perylene-d12 15.52
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 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2165 (14.821 min): BF115710.D (-2161) (-) m/z 57.00 100.00%
57
85
5000
141 169 207 256 14.60 14.80 15.00 15.20
ol ll l LYy A8800 230 00 281302 335 372 m/z 71.00 76.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BRI BULLILN B
mmmmmmmm
29 113 m/z 85.10 59.86%
oL w J L ,1f11169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
"' 14,60 14.80 15.00 15.20
5000 85 m/z 43.00 56.65%
. %gw j H1}341?1 169 197 225 253 295 323 367 _ﬁﬂwﬂm,*4-AmvwwﬁﬁﬂAVA,w
m/z--> 55 100 1%0 260 250 360 350
Abundance #94345: Heptadecane LI L L BN B
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .89%
= ¥ M
29
. P L)1) JM8 141 169 105 240
m/z--> 55 160 1%0 260 250 360 3%0 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.16 7.51 ng 491498 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptacosane 380 C27H56 000593-49-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2223 (15.162 min): BF115710.D (-2218) (-) m/z 57.00 100.00%
57
85
5000
113 2'50 1500 15,20 1640
(141 169 14.80 15.00 15.20 15.40
ol Al I 10, 197 225246 276 304 332353 380400 | Ty 71.05  75.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 LR SRR DML SRR B
14.80 15.00 15.20 15.40
m/z 43.00 59.49%
o33 || J | J141 169 197 225 253 281 309 338
m/z--> 50 100 1éo 200 250 300 3éo 400
Abundance #202662: Heptacosane
57
14.80 15.00 15.20 15.40
5000 m/z 85.05 58.30%
85
o 29| 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane R R
57 14.80 15.00 15.20 15.40
m/z 55.00 21.67%
5000 85
29
oL I | 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.98 8.24 ng 539379 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2362 (15.980 min): BF115710.D (-2358) (-) m/z 57.00 100.00%
57
85
5000
113 15.60 15.80 16.00 16.20
141 169 . . . .
I | a4 07 225045 281 318 344365386 418 ns77 71 00 76.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57
5000 85 AU LR U B
15 60 15. 80 16. 00 16.20
m/z 85.10 58.92%
L2 |17 269 107 220
m/z--> 55 100 1éo 260 250 300 3éo 460
Abundance #141433: Pentadecane, 8-hexyl-
48
DN IR SRR SUNIE
71 15.60 15.80 16.00 16.20
5000 m/z 43.00 58.48%
99 196
ol | 1 | 147185 | 4225 252 280 LL\J
m/z--> 50 160 1éo 260 2éo 300 3éo 460
Abundance #215181: 2-methyloctacosane e EARRs RS
57 15.60 15.80 16.00 16.20
m/z 55.00 22.64%
113
o 29 | | ” |7 141 169 107 225 267 295 365 393
m/z--> 50 100 1éo 260 2éo 360 3éo 460 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072219\
Data File : BF115710.D

Aca On 22 Jul 2019 15:39

Operator : HP/JU

Sample : K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.49 6.36 ng 416589 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eilcosane 282 C20H42 000112-95-8 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2449 (16.492 min): BF115710.D (-2445) (-) m/z 57.00 100.00%
57
85
5000
14]_ 169 245 16.20 16.40 16.60 16.80
o444 “ ey 197 22577264 294816337360 30 1 sz 71.00  73.67%
m/z--> 50 oo 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 LN BN ISR BULILN R
mmmmmmmm
20 m/z 85.05 58.36%
m/z--> §0 100 1%0 260 2%0 300 350 460
Abundance #129490: Eicosane
57
85 ' 16.20 16.40 16.60 16.80
5000 m/z 43.00 54 _.39%
29 141
0 -“- { |]- s - ll JJ ‘l - | -169 :!-97-2-2-5 -2|53- -2-82- T T T T u\‘w
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane I AEEREE TS
57 16.20 16.40 16.60 16.80
m/z 55.00 21.06%
5000 85
113
o 29 | ] H 141 169 197 225 267 205 365 393
m/z--> % 1m 1% 2& 2% 3& 3% 4& mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072219\
Data File : BF115710.D

Acq On 22 Jul 2019 15:39

Operator : HP/JU

Sample - K3621-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.15 8.0 ng 420786 1 6.88 1059210 20.0
unknown6 .65 6.65 33.6 ng 1779040 1 6.88 1059210 20.0
n-Hexadecanoic acid 11.93 9.0 ng 595505 4 11.40 1325970 20.0
9-Octadecenoic ac... 12.50 2.0 ng 135667 4 11.40 1325970 20.0
Octadecanoic acid 12.72 14.7 ng 974259 4 11.40 1325970 20.0
4,4 -Bis(tetrahyd... 12.84 2.3 ng 138438 5 14.04 1181240 20.0
Octadecane 14 .51 2.5 ng 147235 5 14.04 1181240 20.0
Heneicosane 14.82 4.0 ng 260947 6 15.52 1309590 20.0
Tetracosane 15.16 7.5 ng 491498 6 15.52 1309590 20.0
Hexadecane 15.98 8.2 ng 539379 6 15.52 1309590 20.0
Eicosane 16.49 6.4 ng 416589 6 15.52 1309590 20.0
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