LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_M\METHODS\8270-BM041519_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 height area % max. total
1 5.140 360 366 391 rBVY 3572099 5130405 92.07% 9.914%
2 6.187 538 544 552 rBVY 205368 293449 5.27% 0.567%
3 6.722 628 635 661 rBvY 3193145 5227228 93.81% 10.102%
4 6.940 666 672 677 rVB 66770 105201 1.89% 0.203%
5 7.063 686 693 706 rBVY 3616056 5572240 100.00% 10.768%
6 7.528 765 772 781 rBV 627757 995964 17.87% 1.925%
7 7.839 818 825 841 rVB 2486766 3922860 70.40% 7.581%
8 8.698 964 971 997 rBV 1608945 3060136 54.92% 5.914%
9 10.304 1237 1244 1253 rBVY 611165 1160796 20.83% 2.243%
10 10.369 1253 1255 1265 rVB5 36321 77035 1.38% 0.149%

11 12.798 1661 1668 1682 rBV 3252135 4977441 89.33% 9.619%
12 13.668 1810 1816 1829 rBV 346781 581411 10.43% 1.124%
13 14.192 1899 1905 1919 rBV2 817619 1333663 23.93% 2.577%
14 14.421 1936 1944 1950 rBV2 43727 62883 1.13% 0.122%
15 15.704 2155 2162 2179 rBV 2454948 3720491 66.77% 7.190%

16 16.956 2370 2375 2386 rBvV2 831662 1319516 23.68% 2.550%
17 17.851 2522 2527 2537 rBV 278794 474264 8.51% 0.917%
18 18.562 2644 2648 2653 rVB 139692 182992 3.28% 0.354%
19 19.068 2724 2734 2740 rVB 396055 521840 9.36% 1.008%
20 19.145 2742 2747 2764 rBV 109707 256402 4.60% 0.495%

21 19.262 2764 2767 2775 rBv4 33920 56463 1.01% 0.109%
22 19.603 2819 2825 2830 rBV 4370782 5087841 91.31% 9.832%
23 20.062 2899 2903 2912 rVB6 81923 140277 2.52% 0.271%
24 20.239 2930 2933 2939 rVB4 120164 153745 2.76% 0.297%
25 20.339 2946 2950 2953 rBV 76660 94828 1.70% 0.183%

26 20.397 2957 2960 2965 rVB6 62423 94831 1.70% 0.183%
27 20.721 3011 3015 3021 rBV7 76732 117401 2.11% 0.227%
28 20.844 3032 3036 3037 rBV 312435 318401 5.71% 0.615%
29 20.868 3037 3040 3049 rvVB 700312 937369 16.82% 1.811%
30 21.174 3086 3092 3098 rBV 1255037 1768116 31.73% 3.417%

31 21.392 3126 3129 3137 rBV2 104152 153052 2.75% 0.296%
32 21.721 3182 3185 3187 rBV 95807 107865 1.94% 0.208%
33 21.750 3187 3190 3202 rVB2 199580 322439 5.79% 0.623%
34 22.650 3339 3343 3349 rBvV 264507 388730 6.98% 0.751%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.362 3458 3464 3477 rVB 1086642 2008359 36.04% 3.881%

36 23.915 3552 3558 3568 rVB2 441550 1020679 18.32% 1.972%

Sum of corrected areas: 51746613
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BMO041719\

BM019951.D

17 Apr 2019 22:55

JussJ

K2417-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BM019951.D

5.14 7.06

6.72

7.84

8.70

7.53
6.19

5, J

10.30

.37

Of===
Time--> 3.00

350 400 450 500 550 6.00 6.50

7.00 750 8.00 850

9.00 9.50

T
10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM019951.D

12.80

15.70

14.19 16.96

13.67 17.85

14.42 18.56

19,60

19.07
b6

20.

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BM019951.D

23.36

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1R-_alpha.-Pinene Concentration Rank 7

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

6.19 5.89 ng 293449 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R-.alpha.-Pinene 136 C10H16 007785-70-8 95
2 Bicyclo[3.1.1]hept-2-ene, 2,6,6-... 136 C1l0H16 002437-95-8 95
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1l0H16 004889-83-2 94
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1O0H16 000508-32-7 91
5 _alpha.-Pinene 136 C10H16 000080-56-8 91

Abundance Scan 545 (6.192 min): BM019951.D (-538) (-) m/z 93.10 100.00%
93
5000 77
At o L
3|9 53 ‘ o Il % 121 g 5.80 6.00 6.20 6.40 6.60
0..,....,....,....il.-...,'.'.'..,-'|'....I-....,.!..,.-.|:'.,....-,|....,..:.,... m/z 91.00 51.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15163: 1R-.alpha.-Pinene
93
5000
41 5.80 6.00 6.20 6.40 6.60
m/z 92.00 38.85%
‘ l(‘)5 121 136
0"|""|""|""|""|""" '"'MI""I""I""I""'I""I""I'"'I'"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
580 6.00 620 640 6.60
0,
5000 39 . m/z 77.00 37.33%
27
53 67 105 121
15 86 136

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15289: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- A T e
93 5.80 6.00 6.20 6.40 6.60

m/z 79.10 30.17%

5000

77

27 53 67 ‘ 195 1%1 136

o.w”.w”Jw”.MU.wvmw.mw.nﬁ.”w.”w.”w.”w.”w.”w.” SR & VY W—

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 _.beta.-Pinene Concentration Rank 13

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

6.94 2.11 ng 105201 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 90
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1l0H16 018172-67-3 83
3 Bicyclo[3.1.1]hept-2-ene, 2,6,6-... 136 C1l0H16 002437-95-8 83
4 Cyclopentene, 3-isopropenyl-5,5-... 136 C10H16 1000162-25-4 83
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 78

Abundance Scan 672 (6.940 min): BM019951.D (-666) (-) m/z 92.95 100.00%
]
5000
41 69 A
53 0 107 21 43 207 6.60 6.80 7.00 7.20
of B o R I B T e m/z 69.05 38.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15151: .beta.-Pinene
93
5000 41 69
6.60 6.80 7.00 7.20
m/z 91.00 34.78%
ﬁo 107 121 136
0 "'I"*"i""'“'l ""I"""I""'I""I""I""I""I""
m/z--> 20 40 100 120 140 160 180 200
Abundance
93
6.60 6.80 7.00 7.20
5000 a1 m/z 79.00 33.63%
69
27 53 80 121
. 15 107 136
m/z--> 20 40 60 80 100 120 140 160 180 200 H&
Abundance #15351: Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl-, (.+/-.)- R AR Eaas e
93 6.60 6.80 7.00 7.20
m/z 77.00 30.97%
5000 39 77
27
1 ‘\ ‘\ ﬂ? Gﬁ \L o Mt e
0::‘: | |“|‘ T 1 N — /A NP £ N 2 N—
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.06 Concentration Rank 1

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

7.06 111.90 ng 5572240 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 692 (7.057 min): BM019951.D (-686) (-) m/z 132.00 100.00%
132
5000 e8 A
20 456 |75 TR " 680 7.00 7.20 7.40
o.w”.w.”w.nﬂﬂn.",}Lh.th”.P.”PH”P.”,””,h”,” m/z 68.10 51.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR RS LS A
6.80 7.00 7.20 7.40
3 78 m/z 66.00 34.19%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 680 7.00 7.20 7.40
5000 m/z 134.00 31.85%

63
15 27 39 52 77 92 104 117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R e ma
132 6.80 7.00 7.20 7.40
m/z 69.05 22.24%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 7.19 ng 474264 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2527 (17.851 min): BM019951.D (-2522) (-) m/z 73.00 100.00%
73
60
43
5000
129
97 213
I 115 1 1431571711851 99 | 997 256 1760 1760 18,00 1820
O m/z 60.00 70.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 6o 73
5000 29

17.60 17.80 18.00 18.20
‘ M 129 o56 m/z 43.05 56.64%

97
0 ‘ H I 115 143157171185199213227
ERERREREEERES Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

17160 17.80 18.00 1820
5000 129 m/z 55.00 55.22%

29
87 242
143 199
101115 157171185

o 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
m/z 57.05 53.54%
43
5000
129
29 ‘ 115 171185 214
ol 15IJJ,,”J,,,W J .7..ﬁ,....,....,.?§?,.... Laee |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.56 2.77 ng 182992 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b,8-Dimethyl-2- isopropylphenant... 256 C19H28 1000197-14-1 93
2 Naphthalene, 6- ethyl ,3,4-tet... 256 C19H28 301643-35-6 42
3 Pyrazol-4-amine, 1-(3, 4 dlchloro--- 241 C10H9CI2N3 1000273-77-4 38
4 Aniline, N-(1,3-butadienyl)-N-me... 159 C11H13N 135712-27-5 35
5 1H-Indene, 2,3-dihydro-1,1-dimet... 214 C16H22 055030-58-5 27
Abundance Scan 2648 (18.562 min): BM019951.D (-2644) (-) m/z 159.10 100.00%
1%9
241
5000 185
117 143 e
41 55 69 91 199213 ZTG 282 1820 18.40 18.60 18.80
o el 282 Thsz 241,20 66.49%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8,...
241
159
5000 N R AU B
256 18.20 18.40 18.60 18.80
oras 185 o3 m/z 185.10 36.43%
0 29 ‘\1\3 ] qg 9\1 115 \‘H \‘\ i i ‘\ 19\9 ‘ 227 ‘ |
miz-> 20 40 60 éo 160 150 140 160 180 200 220 240 260 280
Abundance
241
18.20 18.40 18.60 18.80
5000 m/z 117.00 23.96%
143
4 5 o1 115%%° 256
77 212226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82825: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-

18.20 18.40 18.60 18.80
m/z 128.95 21.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.07 5.90 ng 521840 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,47-Diisopropylbiphenyl 238 C18H22 061434-46-6 58
3 4,47 -Diisopropylbiphenyl 238 C18H22 018970-30-4 50
4 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 46
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 46

Abundance Scan 2734 (19.068 min): BM019951.D (-2724) (-) m/z 223.10 100.00%

181 238
5000 165

18.80 19.00 19.20 19.40

89 104 1 7141

43 63
o 267281 m/z 238.10 58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
238
5000 LA L L L L L L LB
18.80 19.00 19. 20 19.40
m/z 181.00 52.49%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223
o R
18.80 19.00 19.20 19.40
5000 238 m/z 165.00 44 _13%
43 165
27 104 181
o 63 /7 128 151 195709
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81270: 4,4'-Diisopropylbiphenyl RN EEE o e S e
223 18.80 19.00 19.20 19.40
238 m/z 195.10 32.94%
5000
104 165
oL 27 % 6377 | 110 141 1P181 207 B .
B BB B R N R B A o e R M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.14 2.90 ng 256402 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 56

Abundance Scan 2746 (19.139 min): BM019951.D (-2742) (-) m/z 73.00 100.00%
5000
18.80 19.00 19.20 19.40
0 m/z 43.00 69.14%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43
73
5000 NN B
129 18.80 19.00 19.20 19.40
97 185 a1 284 m/z 60.00 65.76%
0 |1|8‘\| ‘k“ IH“"‘ hl\ .““H. ‘\h\lw .‘“h. “\ ol 157 I\ .‘. ‘I 2|13| L .‘ 2|6|5 A I —
miz--> 0 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 m/z 55.00 62.06%
129 242
97 199
0 152171 223
miz--> 0 55 160 1%0 260 2éo 360 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A REARE B
43 18.80 19.00 19.20 19.40
m/z 57.10 61.63%
73
5000 o84
129
97
185
ol il Mll L e TP | au  am oagertted e
miz--> 0 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Phenanthrenecarboxylic ac... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.84 3.60 ng 318401 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 001740-19-8 93
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
3 Kaura-9(11),16-dien-18-0ic acid,... 300 C20H2802 022338-67-6 72
4 1-Phenanthrenecarboxylic acid, 1... 314 C21H3002 001235-74-1 49
5 Indole, 3-imidazolo[2,1-b]Jthiazo... 239 C13H9N3S 292855-05-1 38
Abundance Scan 3035 (20.839 min): BM019951.D (-3032) (-) m/z 239.20 100.00%
285 ?
5000
4 141 197
o1 171 1169 20.60 20.80 21.00 21.20
67 - : :
o s || 325 356 401 420 1 s Thee 0T 53 050
m/z--> 50 100 150 200 250 300 350 400
Abundance #117817: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239 285
5000
197 20.60 20.80 21.00 21.20
43 141 m/z 197 .05 34.66%
|1|8| I\‘ lee‘lg‘lwgl\llw:llﬂ-l?w\ Ilil-ﬁgllll TR PR |“| o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
285
239
20.60 20.80 21.00 21.20
5000 m/z 141.00 28.11%
197
141
43 £9 91115 | 169
O e B e e e T B
m/z--> 50 100 150 200 250 300 350 400
Abundance #117798: Kaura-9(11),16-dien-18-oic acid, (4.alpha.)- T T
285 20.60 20.80 21.00 21.20
m/z 240.15 21.58%
5000 239
173 197 ‘
0 NJE""J"'WM"'I""I"" U SR PRI B
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.87 10.60 ng 937369 Chrysene-d12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
4 1-Heptadecene 238 C17H34 006765-39-5 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 3040 (20.868 min): BM019951.D (-3037) (-) m/z 83.10 100.00%
57
- T #
139 20.60 20.80 21.00 21.20
- L% 168 208236 280 343 429 n77 69.10 94.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 AN AR AR RN AR
29 11 20.60 20.80 21.00 21.20
‘ m/z 57.10 84.27%
i 1 \\“ ‘\L \‘?9167 196224252280|,m|m —
m/z--> 50 250 300 350 400
Abundance
43
20.60 20.80 21.00 21.20
5000 m/z 55.05 80.16%
111
o 139 182 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester T e T
4 20.60 20.80 21.00 21.20
69 m/z 97.10 78.47%
97
5000
21
o ll LS 220780 gy
- |||||||||||||||||||||||||||| —v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.75 3.65 ng 322439 Chrysene-d12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
5 1-Eicosanol 298 C20H420 000629-96-9 90
Abundance Scan 3190 (21.750 min): BM019951.D (-3187) (-) m/z 83.10 100.00%
55|83
0% o W\/\‘J\——v——/\/\
LN SUNU SN BRI
139 21.40 21.60 21.80 22.00
181208 271 339
ok n...,.“..,....,...2.4,5...%9,9....,.399.%9,7.42:%,..%8.9, A T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 L SRR SUARILE IR IR B
29 11 21.40 21.60 21.80 22.00
m/z 97.10 86.71%
ol 11 H \\“ M‘ ‘ \‘13‘9 167 196 224 252 280
m/z--> 50 200 250 300 350 400 450 '
Abundance
57 83
21.40 21,60 21,80 22.00
5000 m/z 55.05 84.17%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #140345: Bromoacetic acid, pentadecy! ester R EE R a s
48, g3 21.40 21.60 21.80 22.00
m/z 57.10 75.51%
5000
111
W h} l [t 182208 os5
Ol e e e e e i o e
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.40 21,60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.65 3.87 ng 388730 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 3343 (22.650 min): BM019951.D (-3339) (-) m/z 57.10 100.00%
57
85
5000
| |113 141 169 207 238 281 326 355 399 429 i 22'40 22'60 22'80 23'00 |
ol b A2 700, 207 238 281 326 355 899 429 | nso 71.05  88.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AU DU I
22.40 22.60 22.80 23.00
m/z 85.05 62.36%
29 113
0 \‘ J h “\ ‘hw h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo 460
Abundance
57
g5 2040 22:60 2280 23.00
5000 m/z 43.10 56.98%
29
. 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl- RS mEEEs L
43 22.40 22.60 22.80 23.00
- m/z 55.05 27 .20%
h /LAJ/\M/—/L
99 196
o k. J‘ 187185 | 1295 252 280
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 22.'40 22.|60 22.|80 23.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown23.91 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.91 10.16 ng 1020680 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 38
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30
3 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 30
4 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 25
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 25
Abundance Scan 3557 (23.909 min): BM019951.D (-3552) (-) m/z 83.10 100.00%
57
5000
111
{ 157 23.60 23.80 24.00 24.20
297 . . . :
ob A LR A L], | 181207 201265 27326855 a15 475 | ot esTam 75
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 AU SRR
11 23.60 23.80 24.00 24.20
29 m/z 97.05 71.93%
‘\ ‘139167196224 271 39
OIII\I‘I\\‘ \H‘\‘hlh;\ |||||||7|||||||||||||||||||
m/z--> 50 150 200 250 300 350 400 450
Abundance
69
111 imeatenie ettt
41 I I I I I
23.60 23.80 24.00 24.20
5000 m/z 69.10 70.58%
L L L L L L B UL B WAVM~WJ\]\M~AA‘»MW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10995: Cyclohexanone, 3-ethyl- e B e R B
4 B 23.60 23.80 24.00 24.20
m/z 55.05 49.62%
5000
126
0 '”H'J"I"”I""I"”I'"'I'”'I""I'”'I""I U RN B
m/z--> 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019951.D

Acq On 17 Apr 2019 22:55

Operator : JU/SJ

Sample : K2417-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1R-_alpha.-Pinene 6.19 5.9 ng 293449 1 7.53 995964 20.0
-beta.-Pinene 6.94 2.1 ng 105201 1 7.53 995964 20.0
unknown7 .06 7.06 111.9 ng 5572240 1 7.53 995964 20.0
n-Hexadecanoic acid 17.85 7.2 ng 474264 4 16.96 1319520 20.0
4b,8-Dimethyl-2-i... 18.56 2.8 ng 182992 4 16.96 1319520 20.0
10,18-Bisnorabiet... 19.07 5.9 ng 521840 5 21.17 1768120 20.0
Octadecanoic acid 19.14 2.9 ng 256402 5 21.17 1768120 20.0
1-Phenanthrenecar... 20.84 3.6 ng 318401 5 21.17 1768120 20.0
3-Eicosene, (E)- 20.87 10.6 ng 937369 5 21.17 1768120 20.0
9-Eicosene, (E)- 21.75 3.6 ng 322439 5 21.17 1768120 20.0
Heneicosane 22.65 3.9 ng 388730 6 23.36 2008360 20.0
unknown23.91 23.91 10.2 ng 1020680 6 23.36 2008360 20.0
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