LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

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 M\METHODS\8270-BM021119.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 5.287 368 374 391 rBVY 5754996 8224022 91.08% 9.775%
2 6.363 551 557 563 rVB 262966 390323 4.32% 0.464%
3 6.875 636 644 660 rBY 5235469 8964752 99.29% 10.656%
4 7.228 697 704 719 rBVY 5802978 9029303 100.00% 10.732%
5 7.692 777 783 791 rBVY 1023279 1570170 17.39% 1.866%
6 8.010 830 837 848 rVB 4066673 6366252 70.51% 7.567%
7 8.863 974 982 996 rBVY 3132762 5194050 57.52% 6.174%
8 10.480 1250 1257 1264 rBV 1137470 1902371 21.07% 2.261%
9 11.516 1428 1433 1447 rVB2 79418 176667 1.96% 0.210%
10 12.957 1671 1678 1690 rBVY 5482172 7855510 87.00% 9.337%
11 13.286 1728 1734 1739 rBvV2 45827 97648 1.08% 0.116%

12 13.592 1778 1786 1793 rVB 362129 525324 5.82% 0.624%
13 13.804 1817 1822 1835 rVB 324764 487906 5.40% 0.580%
14 14.345 1907 1914 1921 rVB2 1436208 2129587 23.59% 2.531%
15 15.839 2159 2168 2182 rBV 4317502 6298052 69.75% 7.486%

16 17.098 2376 2382 2386 rBV 1576951 2240008 24.81% 2.662%
17 17.139 2386 2389 2394 rVB 222979 292997 3.24% 0.348%
18 17.986 2527 2533 2543 rBV2 683940 1115530 12.35% 1.326%
19 18.892 2684 2687 2694 rVB3 45911 96512 1.07% 0.115%
20 19.162 2728 2733 2740 rVB 394774 539357 5.97% 0.641%

21 19.274 2747 2752 2763 rBV2 285105 516524 5.72% 0.614%
22 19.527 2791 2795 2802 rVB 375263 505940 5.60% 0.601%
23 19.733 2824 2830 2835 rBV 7061596 8361393 92.60% 9.938%
24 19.862 2849 2852 2856 rvB2 139138 172310 1.91% 0.205%
25 20.368 2934 2938 2945 rBV2 232153 361227 4._00% 0.429%

26 20.474 2952 2956 2959 rBV 186885 229597 2.54% 0.273%
27 20.992 3040 3044 3055 rBV2 736136 1053874 11.67% 1.253%
28 21.292 3090 3095 3099 rBV 2283067 2988596 33.10% 3.552%
29 21.862 3189 3192 3194 rBV 287915 325290 3.60% 0.387%
30 22.327 3267 3271 3279 rVB 448963 630726 6.99% 0.750%

31 22.827 3353 3356 3361 rBV 479967 698041 7.73% 0.830%
32 23.397 3450 3453 3458 rVB 554997 781704 8.66% 0.929%
33 23.544 3473 3478 3486 rVB 1579232 2807819 31.10% 3.337%
34 24.044 3559 3563 3572 rVB 642217 1203101 13.32% 1.430%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

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 M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 84132483
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM018931.D
7000000

6000000 5.29 7.23
6.87
5000000

8.01
4000000

8.86
3000000
2000000

10.48
1000000 7.69

6.36 11.52

I R B = e S L L L e A

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 8. 50 9.00 9. 50 10. OO 10 50 11.00 11.50
Abundance TIC: BM018931.D
7000000 1973

6000000
12.96

5000000
15.84
4000000

3000000

2000000
14.34 17.10

1000000 17 99 .
13,58 80 M 188 é@zlig logs 2@OH7
13.29 )|

Ol A A e e e e T T S T T

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. OO 19. 50 20.00
Abundance TIC: BM018931.D
7000000

6000000
5000000
4000000

3000000 2129

23.54

2000000
20.99 21.86

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

6.36 4.97 ng 390323 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R-.alpha.-Pinene 136 C10H16 007785-70-8 95
2 Bicvclol3.1.11hept-2-ene. 2.6.6-... 136 C10H16 002437-95-8 95
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
4 Bicvclol4.1.01hept-3-ene. 3.7.7-... 136 C10H16 000498-15-7 91
5 1,4-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-85-4 91

Abundance Scan 556 (6.357 min): BM018931.D (-551) (-) m/z 93.10 100.00%
9d.1
5000
77.0
30 1211 oho 0 6 ok
55.0 - : -
b0 280 Th/z 91,00 42.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15163: 1R-.alpha.-Pinene
93.0
5000 SRR AR A
41.0 77.0 6.00 6.20 6.40 6.60
m/z 92.10 35.24%
121.0
7.0 . | 137.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #15351: Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl-, (.+/-.)-
93.0
600 620 640 6.60
0,
5000 390 0 m/z 76.95 32.78%
15 0 121.0
‘ ‘ ?F o g iasre
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15289. Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- R N A ARRRas=
93.0 6.00 6.20 6.40 6.60
m/z 79.00 27.43%
5000
77.0
410 “ ‘ 121.0
L) | I L
m/z--> 20 4'0 60 80 100 120 140 160 180 200 600 620 640 660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.23 115.01 ng 9029300 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 704 (7.228 min): BM018931.D (-697) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.0 R I L IR
40.0 6.80 7.00 7.20 7.40 7.60
.':-,...I,':.l?“?-,l..- 28t m/z 68.05  51.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 A L L IR

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.61%

63.0
.??mﬁ%?qu”Wﬂﬂ}%ﬁ.“..“.”“.”“.”,””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
e
69.0 1040 6.80 7.00 7.20 7.40 7.60
5000 ' m/z 66.05 31.90%
31 o 51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B a s R
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.77%
5000
70.
e o o S o o L A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 1,4-Methanoazulene, decahyd... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.93 ng 525324 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanoazulene. decahvdro-4.... 204 C15H24 000475-20-7 98
2 1.6-Cvclodecadiene. l1l-methvl-5-m... 204 C15H24 023986-74-5 84
3 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 017334-55-3 70
4 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 64
5 Tricyclo[4.1.0.0(2,4)]heptane, 3... 204 C1l5H24 056348-21-1 64
Abundance Scan 1786 (13.592 min): BM018931.D (-1778) (-) m/z 91.00 100.00%
.0
5000 189.1
oo | 1320 1340 1360 1350 1400
: m/z 161.10 78 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58865: 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-me...
161.0
5000 189.0 U BURILN BN B I
13.20 13.40 13.60 13.80 14.00
m/z 93.10 68.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58796: 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-meth...
161.0
105.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 105.00 67 .68%
204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58939: 1H-Cyclopropa[a]naphthalene, 1a,2,3,5,6,7,7a,7b-oc...
161.0 13.20 13.40 13.60 13.80 14.00
m/z 79.05 64 .97%
5000
41.0 105.0
‘ 79.0 ‘ 133 0 189.0
180\\||\”‘|\| \\‘ W i ‘ ‘. M .‘l..‘....l..‘..............l....l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

III.I II III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

Peak Number 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 9.96 ng 1115530 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 40
Abundance Scan 2534 (17.992 min): BM018931.D (-2527) (-) m/z 73.00 100.00%
73.0
43.0 (
5000
128.9
97.1 213.2 NI AR SRR B
157.1 185.2 256.2 2820 17.60 17.80 18.00 18.20 18.40
: m/z 59.95 73.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 AR AR R R B
ﬂmﬂmmmmmmm
129.0 m/z 43.05 57 .36%
256.0
i 9r.0 157.0 1850 2130
43.0 73.0
I I I I

17.60 17.80 18.00 18.20 18.40
129.0 m/z 55.10 51.37%

5000

=

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

%

Abundance #75071: Tetradecanoic acid I
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 57.10 50.14%
5000 129.0
185.0 228.0
AL |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.46 ng 516524 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 30
Abundance Scan 2751 (19.268 min): BM018931.D (-2747) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
185.1 241.2 LSRR SUNN U IR
99.1 157.0 284.2 19.00 19.20 19.40 19.60
SO Wo¥im .l.~',?i‘.3:.1-. Lo “i7 sl 55,95 68.83%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid

5000 129.0
19.00 19.20 19.40 19.60
1850 o410 2840 m/z 43.10 63.67%
157.0, 2130 |
et b e e
m/z--> 50 100 150 200 250 300
Abundance #75071: Tetradecanoic acid
73.0
AL W e
43.0 19.00 19.20 19.40 19.60
m/z 57.10 58.95%
5000 129.0
‘ 185.0 228.0
Lol
m/z--> 50 100 150 200 250 300
Abundance #83683: Pentadecanoic acid AR EEEEE RS
43.0 ,73.0 19.00 19.20 19.40 19.60
m/z 41.05 53.67%
5000
‘ 129.0 242.0
9.0
1
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bicyclo[5.2.0]nonane, 4-met... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.37 2.42 ng 361227 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol5.2.01lnonane. 4-methvlen... 204 C15H24 1000159-38-2 70
2 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 51

3 3-Oxatricvclol3.2.1.0(2.4)loctan... 110 C7H100 003146-39-2 38
4 2-Pentadecen-4-vne. (2)- 206 C15H26 074646-33-6 25
5 3-Tetradecen-5-yne, (2)- 192 C14H24 074663-68-6 25
Abundance Scan 2938 (20.368 min): BM018931.D (-2934) (-) m/z 81.10 100.00%
5000
2921 3|51 4151 20.00 20.20 20.40 20.60

m/z 79.05 73.03%
m/z--> 50 100 150 200 250 300 350 400

Abundance

#58751: Bicyclo[5.2.0]nonane, 4-methylene-2,8,8-trimethyl-...
81.0

5000 LA L L L L LB L
20.00 20.20 20.40 20.60
m/z 93.10 54 _47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58750: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...
81.0
L B o e
20.00 20.20 20.40 20.60
5000 133.0 m/z 91.05 52_.36%
41.0 ’
} 189.0
BTN U0
m/z--> 50 100 150 200 250 300 350 400
Abundance #5725: 3-Oxatricyclo[3.2.1.0(2,4)]octane, (1.alpha.,2.beta... A e
81.0 20.00 20.20 20.40 20.60
m/z 95.10 51.95%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 7.05 ng 1053870 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 87
Abundance Scan 3044 (20.992 min): BM018931.D (-3040) (-) m/z 57.10 100.00%
57.1
7.1
5000 l
LN AU SR B
39.1 20.60 20.80 21.00 21.20 21.40
ol i b A l 1 19612341 281032013570 4031 4982 6o 10 94.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106400: 3-Eicosene, (E)-
57.0
7.0
5000 AU AU BRI B
20.60 20.80 21.00 21.20 21.40
m/z 83.10 92 .74%
J J 139.0 1820 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
3.0 LN AU SR B
- 20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 79 .39%
] h‘ uul810 2500 2970 ”WL\V
m/z--> 50 160 150 200 2%0 300 350 400 450 500
Abundance #152927: Trichloroacetic acid, hexadecy! ester AR BRI
43.0 20.60 20.80 21.00 21.20 21.40
83.0 m/z 97.10 77 .13%
5000
25.0
196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.18 ng 325290 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 86
Abundance Scan 3192 (21.862 min): BM018931.D (-3189) (-) m/z 57.10 100.00%
57.1
5000 ,j\w\ﬂﬂ,¢4r»~ﬂ\\,~vﬂwwrvﬁj\
o 21,60 21.80 22,00 22.20
411 207.0  281.0 : : : :
ok WA LD, T PO 34113831 44224903 5493 L oTTI0T0 86670
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57.0
5000 L UL LU BRI B

21. 60 21. 80 22. OO 22. 20
m/z 85.10 61.35%

9.0
| 141.0183. 0225 0267.0 323.0 380.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147095: Eicosane, 7-hexyl-

O1
!
o

21.60 21.80 22.00 22.20
5000 m/z 43.10 57.03%

9.0
| 14101820555 9 281.0357 9

IIIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- A EAREE ma S
21.60 21.80 22.00 22.20
m/z 55.10 26.93%

E

5000

I

210.0

252.0 309.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Docosane, 5-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.33 4.22 ng 630726 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 93
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 87
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 3272 (22.333 min): BM018931.D (-3267) (-) m/z 57.10 100.00%
57.
5000 ﬁ\\_*wuﬁﬂ,wﬁl\\Aw,,,,»--/
o 207.0 22.00 22.20 22.40 22.60
141.1 281.1 . . . .
ob b b0 ST SO So 4202 50335492 hzu 71,10 92.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147094: Docosane, 5-butyl-
43.0
5000 5.0 U ARAR SRR SR
2200 22.20 22.40 22.60
126.0 )
309.0 m/z 85.10 66 .83%
169021102530 [ 364.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #122578: Tridecane, 1-iodo-
57.0
22.00 22.20 22.40 22.60
5000 m/z 43.10 56.69%
183.0
| 9()1410 { 310.0 A\W‘WA»AJNMJ\NWNw,ffw/“\/
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #151357: Octadecane, 1-iodo- e EREmEmEE T
57.0 22.00 22.20 22.40 22.60
m/z 55.10 23.13%
9.0
150011/}, 1%0197.0 2530
mz-> 0 55 160 150 200 250 300 350 400 450 500 550 2200 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.40 5.57 ng 781704 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Heptacosane 380 C27H56 000593-49-7 74
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
5 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 64

Abundance Scan 3453 (23.397 min): BM018931.D (-3450) (-) m/z 57.10 100.00%

5

5000
oL 23100 2330 7240 7960 2350
155.1 207.0 : : : : .
Okt b AL o0 200 2670 3223 3881 4472 4984 5491 Tz 71.10  93.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
5000 TT T T [T T I T [T T T T [ TTTT[TT

23. OO 23. 20 23 40 23. 60 23. 80
m/z 85.10 62.32%

210.0
141.0 252.0 309.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl-

(&)
!
o

23.00 23.20 23.40 23.60 23.80

5000 m/z 43.10 53.07%
9.0
i | 141 0]_83 02250 \‘iw
— At
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane A EEE TS
57.0 23.00 23.20 23.40 23.60 23.80

m/z 55.05 23.40%

5000

%

9.0
| | 141.0183. 0225.0267.0 3230 3800

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 00 23. 20 23 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018931.D

Aca On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample : K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .04 8.57 ng 1203100 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3562 (24.038 min): BM018931.D (-3559) (-) m/z 57.10 100.00%
51.
T ' 23.80 24.00 24.20 24.40
141.1 : : :
A J|, L1 18312251 2810 33723831 437.3 49125384 “n7, 71.10  90.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl- ML
43.9
5000 5.0 U A SRR SRR B
23.80 24.00 24.20 24.40
196.0 m/z 85.10 60.71%
Ay | om0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
' 23.80 24.00 24.20 24.40
5000 0 m/z 43.10 52.61%
| } ‘u%2]9;ego 225.0  295.0337.0 ~v_~vu\w~“~/\J\yﬁ_%¢}_J\
L SRS WL SR WAL BRI WAL BRI UL SRR SR
I I I I

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115575: Eicosane, 10-methyl- T

57.0 23.80 24.00 24.20 24.40

m/z 55.05 21.05%
9.0
154.0
L]y, T 197.0239.0281.0
B B B B o M ma I  BREmEEES B

m/z--> 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018931.D

Acq On : 26 Feb 2019 16:09

Operator : JU/SJ

Sample - K1597-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 6.36 5.0 ng 390323 1 7.69 1570170 20.0
unknown7 .23 7.23 115.0 ng 9029300 1 7.69 1570170 20.0
1,4-Methanoazulen... 13.59 4.9 ng 525324 3 14.34 2129590 20.0
n-Hexadecanoic acid 17.99 10.0 ng 1115530 4 17.10 2240010 20.0
Octadecanoic acid 19.27 3.5 ng 516524 5 21.29 2988600 20.0
Bicyclo[5.2.0]Jnon... 20.37 2.4 ng 361227 5 21.29 2988600 20.0
3-Eicosene, (E)- 20.99 7.0 ng 1053870 5 21.29 2988600 20.0
Heptacosane 21.86 2.2 ng 325290 5 21.29 2988600 20.0
Docosane, 5-butyl- 22.33 4.2 ng 630726 5 21.29 2988600 20.0
Pentadecane, 8-he... 23.40 5.6 ng 781704 6 23.54 2807820 20.0
Pentadecane, 8-he... 24.04 8.6 ng 1203100 6 23.54 2807820 20.0
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