LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample : K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.028 497 500 509 rvB 30182 36063 1.77% 0.207%
2 5.440 566 570 573 rBY 1459074 1314363 64.40% 7.527%
3 6.110 681 684 686 rBV 38753 33876 1.66% 0.194%
4 6.451 738 742 752 rBVY 1383443 1489380 72.98% 8.530%
5 6.528 752 755 759 rVB 50721 42147 2.07% 0.241%
6 6.592 762 766 769 rBVY 1770091 1506142 73.80% 8.626%
7 6.822 801 805 815 rBV 543531 437698 21.45% 2.507%
8 6.981 828 832 835 rBVY 1332703 1135697 55.65% 6.504%
9 7.381 895 900 903 rBVY 1005621 871021 42.68% 4.988%
10 8.104 1019 1023 1043 rBV 594719 593757 29.09% 3.400%

11 9.175 1201 1205 1215 rBV 2149814 1847429 90.52% 10.580%
12 9.563 1268 1271 1279 rBV 147820 141826 6.95% 0.812%
13 9.851 1317 1320 1330 rVB 829995 707636 34.67% 4_053%
14 10.639 1450 1454 1466 rBV 1126863 1037143 50.82% 5.940%
15 11.333 1568 1572 1580 rBV 760659 737929 36.16% 4.226%

16 11.863 1656 1662 1671 rBV 136757 197908 9.70% 1.133%
17 12.569 1775 1782 1784 rBV3 28861 47740 2.34% 0.273%
18 12.645 1790 1795 1807 rBV 198129 269875 13.22% 1.546%
19 12.916 1837 1841 1844 rBV 2234458 2040827 100.00% 11.688%
20 13.145 1877 1880 1890 rVB6 16235 24260 1.19% 0.139%

21 13.416 1923 1926 1929 rVB 125727 104681 5.13% 0.600%
22 13.821 1989 1995 2011 rBV3 115207 294486 14.43% 1.687%
23 13.968 2015 2020 2028 rVB 743946 726527 35.60% 4.161%

24 14.127 2042 2047 2050 rBV 34688 32169 1.58% 0.184%
25 14.433 2094 2099 2101 rBV 68024 61890 3.03% 0.354%
26 14.733 2146 2150 2154 rVB 98839 90508 4.43% 0.518%
27 14.804 2159 2162 2166 rVB 39393 42038 2.06% 0.241%

28 15.062 2201 2206 2210 rBV 137476 151324 7.41% 0.867%
29 15.415 2260 2266 2275 rVB 498533 778376 38.14% 4.458%
30 15.857 2336 2341 2348 rBV 104314 156643 7.68% 0.897%

31 15.968 2350 2360 2369 rVvVv 15532 62511 3.06% 0.358%
32 16.345 2418 2424 2430 rBV2 43056 78234 3.83% 0.448%
33 16.921 2517 2522 2527 rBV6 21623 43138 2.11% 0.247%
34 17.180 2561 2566 2571 rVB7 11961 25605 1.25% 0.147%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample : K4786-03

Misc :

ALS Vial : 5 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.980 2693 2702 2712 rBV7 64849 155937 7.64% 0.893%

36 18.392 2762 2772 2773 rBV6 32698 79997 3.92% 0.458%
37 18.668 2813 2819 2832 rVB6 21968 64226 3.15% 0.368%
Sum of corrected areas: 17461007
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF116954.D

2000000
6.59

1500000 5.44
6.45 6.98

1000000 .38

500000

o 5.03 L 6.11 %ﬁ 3

O ey . - i A i e s ] S

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: BF116954.D

2000000

1500000

10.64

1000000
11.33
8.10
500000

9.56 11.86 12.65
A A 12.9? L 13.14

T T
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: BF116954.D

2000000

1500000

1000000
13.97

500000 1542

3.42 15.06
1507|1413 1443 14430 Yo7 1634 16.92 17.18 1798 1839 1867
O et A e e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.59 Concentration Rank 1

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

6.59 68.82 ng 1506140 1,4-Dichlorobenzene-d4 6.82
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 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 766 (6.592 min): BF116954.D (-762) (-) m/z 132.00 100.00%
5000 68 L
40 % J 620 6.40 6.60 6.80 7.00
| frer lwsus g o m/z 68.00  41.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRR SRS SRS N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.66%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.74%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 i
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R S R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.72%
97
5000
70
31
Y% | e | ius |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.36 ng 197908 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 18
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 15
Abundance Scan 1662 (11.863 min): BF116954.D (-1656) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 213 BN BN SO
143197171185 199" 7 0 256 11,60 11.80 12.00 12.20

m/z 60.00 77 .32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
m/z 43.05 69.42%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 55.00 57.94%
29
15 N ‘
,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 57.00 56.41%
5000 129
29
199
143 157171185 242
15 |
,,
m/z--> 20 40 60 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\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 7.31 ng 269875 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 25
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1796 (12.651 min): BF116954.D (-1790) (-) m/z 73.00 100.00%
73
43 ¢
5000 129
I I I I

199213227 284 12.40 12.60 12.80 13.00

m/z 60.00 71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

4

w
[é)]

|
~l
W

5000 129 PR T T T
12. 40 12 60 12. 80 13. 00

185 m/z 43.05 68.86%

241 284

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #84453: Tetradecanoic acid
43 e Al mau sl S
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.05 64 .46%
29 185 228
01115 | 143 171 ‘
T TR Mt val M= N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid e
43 73 12.40 12.60 12.80 13.00
i m/z 55.00 57 .49%
29
5000
, 129 242
L | Lji 01115 | 143157171185 513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

8270-BF083019.M Thu Sep 12 17:15:04 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Methyl dehydroabietate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.88 ng 104681 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl dehvdroabietate 314 C21H3002 001235-74-1 95
2 N-(Benzol1l.31dioxol-5-vImethvlen... 239 C15H13N02 007402-58-6 58
3 Phthalic acid. di(3-methvilphenvl... 346 C22H1804 1000315-37-3 53
4 9.10-Anthracenedione. l-amino-4-... 239 C14H9NO3 000116-85-8 53
5 Imidazolo[2,1-b]Jthiazole, 5-(3-i1... 239 C13H9N3S 327097-37-0 50
Abundance Scan 1927 (13.421 min): BF116954.D (-1923) (-) m/z 239.20 100.00%
5000 [
43 91 117 141457173 197 299 13.20 13.40 13.60 13.80
et et o e e b ok ohe | M7z 240.20  19.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156720: Methy| dehydroabietate
239
5000 AR SRR RS ANS

13.20 13.40 13.60 13.80

29951, m/z 141.10 7.79%
43 141 197
N SN i 1 o PR N 7 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93187: N-(Benzo[1,3]dioxol-5-yImethylene)-p-tolyl-amine
239
e
13.20 13.40 13.60 13.80
5000 m/z 299.20 6.48%
91
65
39 118134152 180 208
R AR aaana s e AR RN RRaE s as B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181437: Phthalic acid, di(3-methylphenyl) ester B B B!
239 13.20 13.40 13.60 13.80
m/z 314.20 5.63%
5000
39 65 \ 107 128 165181 211
R AR A R o e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.11 ng 294486 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1995 (13.821 min): BF116954.D (-1989) (-) m/z 83.05 100.00%

57

-

41
5000 111
139 13.60 13.80 14.00 14.20
216 248
e e m/z 57.05 88.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)-

41 §

7

.

13.I60 13.I8O 14.IOO 14.I20
m/z 69.00 80.71%

5000

139 167 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

:

69

13.60 13.80 14.00 14.20
m/z 97.10 73.89%

5000

125
153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T T [T e
57 13.60 13.80 14.00 14.20

o7 m/z 43.05 68.89%

-

5000

125

.

154 180196 224 9251 269
B o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.33 ng 90508 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2149 (14.727 min): BF116954.D (-2146) (-) m/z 57.05 100.00%
57
85
5000
113 141 14 1440 1450 1480 1500
....|,.'|...|l,-."-.-'.!,-.-...,20.8...,..2?1.,....,.. m/z 71.05 85.40%
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

F

5000 85 el E e
14.40 14.60 14.80 15.00

m/z 43.05 58 .95%

29 113
| J j ﬂ L 141,169 197 225 253 205 323 367
bl . R B ) A
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
R L e
85 14.40 14.60 14.80 15.00
5000 m/z 85.05 58.40%
29
113
\‘ L | | I Jl Al i 141 L 169 197 240
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane R R A RRaan ety
57 14.40 14.60 14.80 15.00
m/z 55.00 25.82%
5000
85
29
BEERNES 141 160 197 225 253 282
— e R o
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.89 ng 151324 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2206 (15.062 min): BF116954.D (-2201) (-) m/z 57.05 100.00%
57
85
5000
1] l| U3 141 169101011 - 14,80 15.00 15,20 1540
S B 1 N B m/z 71.05 95.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U I BN SURIURE B
14.80 15.00 15.20 15.40
m/z 85.05 70.15%
29 13 94
| I j ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15,20 1540
5000 85 m/z 43.10 59.43%
113
200 | || {77,141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #83028: Hexadecane B B B T S
57 14.80 15.00 15.20 15.40
m/z 99.10 25.83%
5000 85
Bl TP e ey 26
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Eicosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.02 ng 156643 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2342 (15.862 min): BF116954.D (-2336) (-) m/z 57.05 100.00%
57
85
5000
| |113 141 15.60 15.80 16.00 1620
169 207 : . . .
. .I'.-l, I O LA - S m/z 71.10 88.65%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
5000 85 LA DU DU SUNURN BN
15.60 15.80 16.00 16.20
m/z 85.10 68.65%
3 l I g2 1a1 182 211 5p 281 30 337
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
o 15.60 15.80 16.00 1620
5000 m/z 43.05 58.85%
154
29
113
0 O i A SN
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B A M B B
57 15.60 15.80 16.00 16.20
m/z 99.10 25.85%
5000 85
2 |10 M1 10 107 225 23 ows am 367
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\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.01 ng 78234 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2423 (16.339 min): BF116954.D (-2418) (-) m/z 57.05 100.00%
57
85
5000
113 IUNNUMUVSUAR RS
J d [ 55 1o - 16.00 16.20 16.40 16.60
A | m/z 71.05 95.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 IUNNUMUVSUUAERE
16.00 16.20 16.40 16.60
m/z 85.00 73.11%
220 11 M8 141 169 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215181: 2-methyloctacosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.05 65.28%
%9ﬂ ‘ j | 11311f1‘1§9 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane R e A RERA
57 16.00 16.20 16.40 16.60
m/z 99.00 34.24%
5000
85
113
29| | | | 777,141 169 197 225 253 280 309 351 379 407 436 M““F w JSMﬁ | \
m/z--> 50 100 150 200 250 300 350 400 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 4,6,6-Trimethyl-2-(3-methyl.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.98 4.01 ng 155937 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 51
2 Benzene., 1-(1.1-dimethvlethvl)-4._._. 204 C14H200 054932-87-5 35
3 3.7-Cvclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 30
4 2-Heptenoic acid. 4-cvclopropvl-... 194 C12H1802 074793-23-0 27
5 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 25
Abundance Scan 2702 (17.980 min): BF116954.D (-2693) (-) m/z 135.05 100.00%
135
107
5000 55 1D 203
175
| 282 407 17.60 17.80 18.00 18.20
L m/z 107.10 66.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75936: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat....
41 107

5000
17.60 17.80 18.00 18.20

m/z 121.10 64 .18%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64226: Benzene, 1-(1,1-dimethylethyl)-4-[(2-methyl-2-prop...
135 189
h n""l""l""l"
17.60 17.80 18.00 18.20
5000 - m/z 93.00 54.88%
107
29 77
ey | e
m/z--> 50 100 150 200 250 300 350 400
Abundance #75931: 3,7-Cyclodecadien-1-one, 3,7-dimethyl-10-(1-methyl...
107 135 17.60 17.80 18.00 18.20
m/z 79.00 53.70%
5000 a1
{ ‘ 175 218
18 O
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116954.D

Aca On : 11 Sep 2019 18:54

Operator : HP/JU

Sample - K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl18.39 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.06 ng 79997 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Pentanediol. 5-(6-bromodecah... 402 C20H35Br03 115346-29-7 43
2 (1S.4R)-p-Mentha-2.8-diene. 1-hv... 168 C10H1602 1000292-73-9 35
3 2-Heptenoic acid. 4-cvclopropvl-... 194 C12H1802 074793-23-0 35
4 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 27
5 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 27

Abundance Scan 2772 (18.392 min): BF116954.D (-2762) (-) m/z 135.10 100.00%
135
71 107
5000{ 43
175
203
| || h " | 281 18.00 18.20 18.40 18.60 18.80
e m/z 107.00  54.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212864: 1,2-Pentanediol, 5-(6-bromodecahydro-2-hydroxy-2,...
43 7
95 123
5000
18.00 18.20 18.40 18.60 18.80
147175 508 m/z 71.00 53.84%
| L] 366385
m/z--> 50 100 150 200 250 300 350 400
Abundance #36449: (1S,4R)-p-Mentha-2,8-diene, 1-hydroperoxide
43 3 135
18:00 18.20 18.40 18.60 18.80
5000 m/z 92.95 47 .85%
67
— |""|"'|'|\""|"" SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #56290: 2-Heptenoic acid, 4-cyclopropyl-5-methylene-, meth...
135 18.00 18.20 18.40 18.60 18.80
m/z 43.10 47 .16%
a1 79 105
5000
165
.“’. .“”‘.”H.{.Ll'.‘ !Jl‘ilwl‘ IiII \Illg‘él"l S S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091119\
Data File : BF116954.D

Acq On : 11 Sep 2019 18:54

Operator : HP/JU

Sample : K4786-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .59 6.59 68.8 ng 1506140 1 6.82 437698 20.0
n-Hexadecanoic acid 11.86 5.4 ng 197908 4 11.33 737929 20.0
Octadecanoic acid 12.65 7.3 ng 269875 4 11.33 737929 20.0
Methyl dehydroabi... 13.42 2.9 ng 104681 5 13.97 726527 20.0
3-Eicosene, (E)- 13.82 8.1 ng 294486 5 13.97 726527 20.0
Hexacosane 14.73 2.3 ng 90508 6 15.42 778376 20.0
Heneicosane 15.06 3.9 ng 151324 6 15.42 778376 20.0
Eicosane, 7-hexyl- 15.86 4.0 ng 156643 6 15.42 778376 20.0
2-methyloctacosane 16.34 2.0 ng 78234 6 15.42 778376 20.0
4,6,6-Trimethyl-2_.. 17.98 4.0 ng 155937 6 15.42 778376 20.0
unknown18.39 18.39 2.1 ng 79997 6 15.42 778376 20.0

8270-BF083019.M Thu Sep 12 17:15:09 2019 Page: 15



