LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\

Data File : BF116750.D

Aca On : 1 Sep 2019 18:42 Instrument :
Operator : HP/JU BNA_F

Sample - K4547-01 ClientSampleld :
Misc : T3-S-B1-B4

ALS Vial : 13 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 5.457 568 573 576 rBVY 1457890 1377015 70.39% 6.908%
2 5.681 607 611 615 rBV 34836 36091 1.84% 0.181%
3 6.469 741 745 755 rBVY 1700413 1637609 83.71% 8.215%
4 6.610 765 769 773 rBVY 1710615 1544358 78.94% 7.747%
5 6.681 777 781 785 rVvV 56988 59015 3.02% 0.296%
6 6.722 785 788 793 rVB 29011 28387 1.45% 0.142%
7 6.845 805 809 812 rBV 624765 481919 24.63% 2.417%
8 7.004 832 836 839 rBVY 1302703 1130078 57.77% 5.669%
9 7.104 851 853 860 rBV 31926 34345 1.76% 0.172%
10 7.398 899 903 907 rBVY 1098955 932404 47 .66% 4_.677%
11 7.698 952 954 959 rVB 93436 80091 4._.09% 0.402%
12 8.128 1023 1027 1030 rBV 807716 655946 33.53% 3.290%
13 8.339 1060 1063 1068 rBV 111072 90252 4.61% 0.453%
14 8.398 1070 1073 1079 rBV 111622 93745 4_.79% 0.470%
15 8.833 1142 1147 1152 rBvV2 35013 39604 2.02% 0.199%
16 8.898 1152 1158 1162 rvv2 38171 34673 1.77% 0.174%
17 9.122 1191 1196 1199 rBV 26848 24878 1.27% 0.125%

18 9.198 1205 1209 1212 rBV 2116689 1641158 83.89%% 8.233%
19 9.586 1272 1275 1280 rBV 228514 203685 10.41% 1.022%
20 9.880 1321 1325 1328 rBV 881770 786731 40.22% 3.947%

21 10.663 1454 1458 1465 rBV 1142968 1039577 53.14% 5.215%
22 11.357 1573 1576 1579 rBV 970715 883847 45.18% 4._434%

23 11.380 1579 1580 1583 rVV 137815 90319 4.62% 0.453%
24 11.433 1586 1589 1591 rVB 37708 31949 1.63% 0.160%
25 11.886 1663 1666 1670 rBV2 117625 106918 5.47% 0.536%
26 11.969 1677 1680 1683 rBV3 33317 35467 1.81% 0.178%
27 12.410 1752 1755 1757 rVB3 26383 23319 1.19% 0.117%
28 12.492 1766 1769 1771 rBV3 26290 22936 1.17% 0.115%
29 12.569 1778 1782 1786 rBV 331881 286789 14.66% 1.439%
30 12.669 1796 1799 1801 rBV2 26854 26611 1.36% 0.133%
31 12.792 1815 1820 1823 rBV 277597 301295 15.40% 1.511%
32 12.839 1827 1828 1837 rVB7 23583 25786 1.32% 0.129%
33 12.939 1841 1845 1849 rVB 2194079 1956266 100.00% 9.813%
34 13.098 1870 1872 1874 rBV3 22267 24774 1.27% 0.124%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\

Data File : BF116750.D

Aca On : 1 Sep 2019 18:42 Instrument :
Operator : HP/JU BNA_F

Sample - K4547-01 ClientSampleld :
Misc : T3-S-B1-B4

ALS Vial : 13 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-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.121 1874 1876 1879 rVB 40461 36885 1.89% 0.185%
36 13.227 1891 1894 1897 rBV2 37403 37039 1.89% 0.186%
37 13.316 1907 1909 1912 rBV2 22742 27147 1.39% 0.136%
38 13.351 1913 1915 1919 rVB4 27344 26598 1.36% 0.133%
39 13.480 1934 1937 1940 rBV 80291 71727 3.67% 0.360%
40 13.515 1941 1943 1947 rVV3 36848 29043 1.48% 0.146%
41 13.627 1960 1962 1966 rVB3 48339 45659 2.33% 0.229%
42 13.792 1988 1990 1993 rBV3 32042 28787 1.47% 0.144%

43 13.833 1994 1997 2006 rVB 287329 332679 17.01% 1.669%
44 13.986 2017 2023 2026 rBV3 863670 1299319 66.42% 6.518%
45 14.015 2026 2028 2034 rVB 172152 157492 8.05% 0.790%

46 14.098 2039 2042 2045 rBV3 35499 34255 1.75% 0.172%
47 14.157 2049 2052 2057 rVV3 64767 66526 3.40% 0.334%
48 14.374 2086 2089 2092 rBV 55699 47105 2.41% 0.236%
49 14.463 2101 2104 2108 rBv4 109080 129852 6.64% 0.651%
50 14.768 2152 2156 2158 rBV 84012 85603 4._.38% 0.429%

51 15.015 2195 2198 2202 rBV 148381 229766 11.75% 1.153%
52 15.098 2209 2212 2215 rBV 100892 110956 5.67% 0.557%
53 15.315 2246 2249 2255 rVB 102889 126222 6.45% 0.633%
54 15.374 2256 2259 2264 rVV 121901 161552 8.26% 0.810%
55 15.439 2266 2270 2274 rVV 568698 742901 37.98% 3.727%

56 15.474 2274 2276 2283 rVB3 114221 150993 7.72% 0.757%
57 15.909 2346 2350 2354 rBV 63844 87684 4.48% 0.440%
58 16.874 2511 2514 2524 rVB2 57696 101036 5.16% 0.507%

Sum of corrected areas: 19934663
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF090119\

BF116750.D

1 Sep 2019 18:42

HP/JU

K4547-01

13 Sample Multiplier: 1

C:\DATABASENNIST11.L

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

Abundance

2000000

1500000

1000000

500000

TIC: BF116750.D

5.46

6.46.61

7.00

6.85

7.40

0
Time-->

I
3.00 3.50 4.00 4.50 5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF116750.D

10.66

9.88

11.36

0
Time-->

8.50 9.00 9.50 10.00 10.50

11.00

11.50

12.00

12.50

13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF116750.D

13.99
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Library Search Compound Report

Data Path :

Data File : BF116750.D

Aca On : 1 Sep 2019 18:42
Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial :

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

13 Sample Multiplier: 1

C:\DATABASENNIST11.L
LSCINT.P

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF090119\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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

Peak Number 1 unknown6.61 Concentration Rank 1

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

6.61 64 .09 ng 1544360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 769 (6.610 min): BF116750.D (-765) (-) m/z 132.00 100.00%
5000 68
20 54 % J 620 640 6.60 6.80 7.00
qrer |asus ) n/z 68.10  45.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 k
74
5000 og 116 SRS SR
6.0 6.40 6.60 6.80 7.00
m/z 134.00 32.29%
8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .82%
39 91
GO A W
| N | ! . | m
B S T T A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B A R Rmay w
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 17.71%
5000 0
31 52
ol 8 | 106116 |
m/z--> 20 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 2 Benzene, l-ethenyl-2-methyl- Concentration Rank 8

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

6.68 2.45 ng 59015 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
3 Benzene. 1-propenvl- 118 C9H10 000637-50-3 94
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 94
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 93

Abundance Scan 781 (6.681 min): BF116750.D (-777) (-) m/z 117.10 100.00%
147
5000
91
39 51 55 65 77 ‘ 1?3 6.40 6.60 6.80 7.00
et et e e e b | M/Z 118.10  82.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
147
5000 "'I"'AI""IA"'I""
6.40 6.60 6.80 7.00
w0 a 103 m/z 115.00 37.24%
58
B D RRE T Pl
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120
Abundance #8964: Benzene, cyclopropyl-

6.40 6.60 6.80 7.00
m/z 91.00 33.03%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8958: Benzene, 1-propenyl-

6.40 6.60 6.80 7.00
m/z 103.00 13.82%

5000

A
L B L L B B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Benzenemethanethiol, 4-methyl- Concentration Rank 9

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

7.70 2.44 ng 80091 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 86
2 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 83
3 Benzene. 1-(bromomethvIl)-4-methvl- 184 C8H9Br 000104-81-4 64
4 Phenol. o-T(.alpha.-methvlbenzvl... 262 C14H1403S 029634-38-6 64
5 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 64

Abundance Scan 954 (7.698 min): BF116750.D (-952) (-) m/z 105.05 100.00%
105
5000
51 o TIl0 780 780 8b0
63 138 . . . .
8 e e S w/z 77.00  15.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17437: Benzenemethanethiol, 4-methyl-
105
5000
7.40 7.60 7.80 8.00
138 m/z 79.05 15.17%
77
15 27 45 55 65 O ) 12
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17454: Benzenemethanethiol, .alpha.-methyl-
105
7.40 7.60 7.80 8.00
5000 29 m/z 103.00 11.50%
51
39 138
63
s e o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49229: Benzene, 1-(bromomethyl)-4-methyl- e
105 7.40 7.60 7.80 8.00
m/z 106.00 9.19%
5000
2739 51 63 | a1 | 169 186
miz--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 p-Cymene Concentration Rank 7

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

8.34 2.75 ng 90252 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 87
2 o-Cvmene 134 C10H14 000527-84-4 87
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 87
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 80
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 80

Abundance Scan 1063 (8.339 min): BF116750.D (-1060) (-) m/z 119.10 100.00%
119
5000
91
NN U P R
39 51 65 77 103 152 8.00 8.20 8.40 8.60
e e e e e e S i | M7z 91.00  27.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
5000
8.00 8.20 8.40 8.60
91 134 m/z 117.10 14 .50%
27 4 5 65 77 103

! Ll s L m l L
N B L B B B B L N s s R Ea s e s o]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene

AN

8.00 8.20 8.40 8.60
m/z 120.10 10.34%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-  E Emma
119 8.00 8.20 8.40 8.60

m/z 65.00 7.91%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 6

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

8.40 2.86 ng 93745 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 87
2 o-Cvmene 134 C10H14 000527-84-4 87
3 p-Cvmene 134 C10H14 000099-87-6 81
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 80
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72

Abundance Scan 1073 (8.398 min): BF116750.D (-1070) (-) m/z 119.05 100.00%
149
5000
91
39 515 65 7 | 103 | 136 152 8.00 8.20 840 860 8.80
e ety et e i b e M/z 91.00 27.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119

5000
8.00 820 8.40 8.60 8.80
91 134 m/z 117.00 17.89%
39 65 77 |
e B b e MAA A28 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
N A\ N 1V
8.00 820 8.40 8.60 8.80
5000 m/z 120.00 10.72%
134
91
27 L S % T 03
T e e e R e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene T Ean b
119 8.00 820 8.40 8.60 8.80
m/z 77.00 9.53%
5000
91 134
27t sleg65 77 03
Il | L L L 1y L
T e e e R e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.42 ng 106918 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 20
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 20

Abundance Scan 1667 (11.892 min): BF116750.D (-1663) (-) m/z 192.10 100.00%

2

5000

-

11.60 11.80 12.00 12.20
m/z 72.95  89.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78

5000 129
11.60 11.80 12.00 12.20
m/z 60.00 87.97%
213
‘J‘L 143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 78

11,60 11.80 12.00 12.20
5000{ g m/z 43.10 79.14%
3 1

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

1%

%

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

Abundance #84453: Tetradecanoic acid L e e B B
60 78 11.60 11.80 12.00 12.20
43 m/z 191.10 72.78%
5000 129
185 228
01115 143157171
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.12 ng 332679 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 1996 (13.827 min): BF116750.D (-1994) (-) m/z 83.10 100.00%
5
5000 ¢
138 16179 2% "' 13.60 13.80 14.00 14.20
m/z 55.00 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
56
5000 R BRI SO S B
13.60 13.80 14.00 14.20
m/z 97.10 87 .57%
29 139
I 196 224 252 280 308
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
"' 13.60 13.80 14.00 14.20
5000 m/z 57.05 86.36%
29
I 167 196 222238 266 294
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane A ma e
55 13.60 13.80 14.00 14.20
83 m/z 69.10 85.90%
5000
29 111
‘J I | 139 182 210
m/z--> ' 2'0 ';1'0” I6(3I 'élo 100 120 140 160 180 200 220 240 260 280 300 320 - 13|60 13|80 '1;1.'0'0' 14'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.30 ng 85603 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane 226 C16H34 000544-76-3 76
4 Docosane 310 C22H46 000629-97-0 64
5 Heptacosane 380 C27H56 000593-49-7 53
Abundance Scan 2156 (14.768 min): BF116750.D (-2152) (-) m/z 57.10 100.00%
57
85
5000
11 440 1460 1480 15.00
4 141159 182 207 235253 281 302 14.40 14.60 14.80 15.00
A ,'|. el -IL---.'L. |l ER08 2N U Thn/z 71.10  84.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 L BB UL SO UMM B
14.40 14.60 14.80 15.00
140 m/z 85.05 65.87%
29 | 11 168
T ST N S
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 57.91%
29
m/z--> §o 100 150 200 250 300 350
Abundance #83023: Hexadecane L BT o e
57 14.40 14.60 14.80 15.00
m/z 99.10 22 .60%
5000 85
29
\‘ \‘ ‘\ ' | i‘ 1:!-3 | 141 L 169 197 226
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\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.99 ng 110956 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 10-MethvlInonadecane 282 C20H42 056862-62-5 72
3 Sulfurous acid. hexvl tetradecvl... 362 C20H4203S 1000309-13-6 47
4 Heptadecane 240 C17H36 000629-78-7 46
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 43
Abundance Scan 2212 (15.098 min): BF116750.D (-2209) (-) m/z 57.05 100.00%
57
85
5000

268 LI INLINLIL L L L L L L (LI
14.80 15.00 15.20 15.40

113 140 164183 207 239

|llll4:|ll|| 4 !': 326342 m/Z 71.10 77-96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117637: Nonadecane
5|7
5000 LR AL B B
14. 80 15. 00 15 20 15. 40
29 m/z 85.05 58.53%

113 141 169 197
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #129494: 10-Methylnonadecane
57
R R R
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 56.67%
154
29
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191845: Sulfurous acid, hexyl tetradecyl ester R R R
43 85 14.80 15.00 15.20 15.40
m/z 55.10 24 .64%
5000
6!
2 | || t | 11 141 168 197 531049
AL A Al AALA] s s Rassa EE s i L L ] R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116750.D

Aca On : 1 Sep 2019 18:42

Operator : HP/JU

Sample : K4547-01

Misc :

ALS Vial : 13 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.36 ng 87684 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Hexadecane 226 C16H34 000544-76-3 76
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Hexacosane 366 C26H54 000630-01-3 68
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 2350 (15.909 min): BF116750.D (-2346) (-) m/z 57.05 100.00%
57
85
5000
11 171 207 g 266 15160 1580 16/00 16.20
il m/z 71.10 73.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 U RN SRR BN BN
15.60 15.80 16.00 16.20
29 m/z 85.10 69.71%
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #83023: Hexadecane
57
15,60 15.80 16.00 16,20
5000 g5 m/z 43.00 54.08%
29
\‘ ) ] | All:}3114\.1.169 197 226
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane AR e RE R
57 15.60 15.80 16.00 16.20
m/z 69.10 21.59%
5000 85
113 141
||y, 141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116750.D

Acq On : 1 Sep 2019 18:42

Operator : HP/JU

Sample - K4547-01

Misc :

ALS Vial : 13 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]
unknown6.61 6.61 64.1 ng 1544360 1 6.85 481919 20.0
Benzene, 1l-etheny... 6.68 2.5 ng 59015 1 6.85 481919 20.0
Benzenemethanethi. .. 7.70 2.4 ng 80091 2 8.13 655946 20.0
p-Cymene 8.34 2.8 ng 90252 2 8.13 655946 20.0
Benzene, 1-methyl. .. 8.40 2.9 ng 93745 2 8.13 655946 20.0
n-Hexadecanoic acid 11.89 2.4 ng 106918 4 11.36 883847 20.0
Behenic alcohol 13.83 5.1 ng 332679 5 13.99 1299320 20.0
Nonadecane, 9-met... 14.77 2.3 ng 85603 6 15.44 742901 20.0
Nonadecane 15.10 3.0 ng 110956 6 15.44 742901 20.0
Heptadecane 15.91 2.4 ng 87684 6 15.44 742901 20.0
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