LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062019\

Data File : BG041359.D

Acq On : 20 Jun 2019 16:28 Instrument :
Operator : HP/JU BNA_G
Sample 1 K3157-03 2X ClientSampleld :
Misc - CL-01-061719-B
ALS Vial : 8 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_G\METHODS\8270-BG061719_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 3.147 5 10 16 rBvV 68950 101456 2.65% 0.466%
2 5.621 425 431 444 rVB 296382 506684 13.25% 2.327%
3 7.236 696 706 720 rBV 336640 618280 16.17% 2.839%
4 7.607 763 769 782 rBVY 332272 597489 15.63% 2.744%
5 8.077 843 849 858 rBvY 163451 292825 7.66% 1.345%

8.406 898 905 913 rBV 261684 466050 12.19% 2.140%
9.258 1043 1050 1061 rBV 209509 398759 10.43% 1.831%
1323 1330 1338 rBV2 207365 392102 10.26% 1.800%
13.335 1736 1744 1752 rBVY 598562 916190 23.97% 4.207%

O © o~ O
=
o
©
O
@

1 14.158 1879 1884 1889 rVB 51257 75767 1.98% 0.348%
11 14.716 1974 1979 1986 rVvv2 340552 536812 14.04% 2.465%
12 14.780 1986 1990 1996 rVB2 27531 41776 1.09% 0.192%
13 15.110 2041 2046 2052 rVB3 31319 62700 1.64% 0.288%
14 15.315 2075 2081 2088 rBV9 16945 42272 1.11% 0.194%
15 15.515 2106 2115 2119 rBV3 36239 67009 1.75% 0.308%
16 15.756 2149 2156 2162 rBV3 20923 44552 1.17% 0.205%
17 15.914 2175 2183 2187 rBV6 22852 51382 1.34% 0.236%
18 16.208 2226 2233 2240 rBV 462954 747334 19.55% 3.432%
19 16.373 2257 2261 2270 rBV 40915 93657 2.45% 0.430%
20 16.978 2356 2364 2367 rBVS8 18768 45504 1.19% 0.209%
21 17.119 2383 2388 2393 rBV2 38183 70113 1.83% 0.322%
22 17.166 2393 2396 2401 rBV3 39654 60888 1.59% 0.280%
23 17.283 2412 2416 2421 rVB2 33342 56031 1.47% 0.257%

24 17.466 2441 2447 2450 rBV 437337 662448 17.33% 3.042%
25 17.507 2450 2454 2460 rVB 559290 821036 21.48% 3.770%

26 17.595 2465 2469 2475 rVV 125646 190727 4._.99% 0.876%
27 17.906 2519 2522 2528 rVB 42191 60047 1.57% 0.276%
28 17.965 2528 2532 2538 rVB6 22349 43018 1.13% 0.198%
29 18.088 2548 2553 2559 rVB 697421 835206 21.85% 3.835%
30 18.318 2588 2592 2600 rBv4 131487 289519 7.57% 1.329%

31 18.382 2600 2603 2610 rVB 95340 144700 3.79% 0.664%

32 18.464 2614 2617 2621 rVB2 37142 50142 1.31% 0.230%
33 18.535 2623 2629 2632 rBV2 77674 147964 3.87% 0.679%
34 18.829 2676 2679 2684 rVB 52508 68594 1.79% 0.315%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 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
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.228 2742 2747 2749 rBV 2423958 2876210 75.24% 13.207%

36 19.258 2749 2752 2763 rVB2 2986878 3822713 100.00% 17.553%
37 19.387 2769 2774 2779 rBV2 365284 507092 13.27% 2.329%
38 19.469 2785 2788 2791 rBV3 59882 73403 1.92% 0.337%
39 19.516 2791 2796 2801 rVB 834275 1202727 31.46% 5.523%
40 19.839 2847 2851 2853 rBV2 140344 209573 5.48% 0.962%

41 19.875 2853 2857 2863 rVB 717164 1052653 27.54% 4._.834%
42 20.063 2884 2889 2893 rVB 936016 1210029 31.65% 5.556%
43 21.743 3168 3175 3180 rBV3 479969 1224190 32.02% 5.621%

Sum of corrected areas: 21777623
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG062019\
BG041359.D

20 Jun 2019 16:28

HP/JuU

K3157-03 2X

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000
.15

TIC: BG041359.D

5.62 7.24 7.61 8.41

8.08 9.26

10.90

Time-->

O R A A L s L e s

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00

9.50 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.

TIC: BG041359.D

19,26

19423

34
14.72

ﬁﬁaj&&l&ﬁ.%}zﬁgl 6.37

14.16

O
Time-->

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 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

2500000

2000000

1500000

1000000

TIC: BG041359.D

500000

MMUMMW

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.15 6.93 ng 101456 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 11 (3.153 min): BG041359.D (-5) (-) m/z 73.00 100.00%
7B
5000 43
55 87
35| 3.20 3.30 3.40 3.50 3.60
Olrrrprrrr el b b ek e e || M7z 43.00 38 73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HES IR U R R U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 27.10%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 HEN U U R AR U
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 25.68%
o M \H I, el o7 112 129
miz--> 5 % 30 40 % 60 7o 8 % 100 110 130 130
Abundance #1995: Silane, tetramethyl- R EEE L N L e
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 14.16%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.61 Concentration Rank 3

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

7.61 40.81 ng 597489 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 43
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 770 (7.612 min): BG041359.D (-763) (-) m/z 131.95 100.00%
132
5000 68 J\_
40 96 AN LS UL AN
54 8 07 o1 720 7.40 7.60 7.80 8.00
o e m/z 68.00 49_00%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 RARAARARRS RARRERARSE RN
720 7.40 7.60 7.80 8.00
m/z 66.00 35.23%

o MR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
e
9 7.20 7.40 7.60 7.80 8.00
5000 ’ m/z 134.00 32.40%
0
31
| f4 6? 86 116
i MMM,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R
132 720 740 760 780 800
69 m/z 68.95 21.70%
104
5000
31
‘ L1 H IL ?9 ‘ I
ot o e e e

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,3,5-trimethoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.11 2.34 ng 62700 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3,5-trimethoxy- 168 C9H1203 000621-23-8 64
2 Dibenzofuran 168 C12H80 000132-64-9 64
3 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 43
4 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 43
5 Ethyl 9H-pyrido(3,4-b)indole-3-c... 240 C14H12N202 074214-62-3 43
Abundance Scan 2046 (15.110 min): BG041359.D (-2041) (-) m/z 168.00 100.00%
168
5000 139
14.80 15.00 15.20 15.40
o} m/z 139.00 48.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37296: Benzene, 1,3,5-trimethoxy-
168
139
5000

14.80 15.00 15.20 15.40
m/z 169.95  21.45%

2 69 95109125

o188 5 e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36883: Dibenzofuran
168
14.80 15.00 15.20 15.40
5000 m/z 169.00 16.24%
139
39 63 84 o113 |
(O R m R L e B RS ARARSREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36885: 1(2H)-Acenaphthylenone
140 168 14.80 15.00 15.20 15.40
m/z 63.00 10.01%
5000
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Data Path :
Data File :
Acq On :
Operator : HP/JU
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library - C:

K3157-

Library Search Compound Report

03 2X

8 Sample Multiplier: 1

\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG062019\
BG041359.D
20 Jun 2019 16:28

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Concentration Rank 12

Peak Number

5 Dodecane

R.T. EstConc Area Relative to ISTD R.T.
15.51 2.50 ng 67009 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Hexadecane 226 C16H34 000544-76-3 89
3 Undecane 156 Cl11H24 001120-21-4 83
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 2114 (15.509 min): BG041359.D (-2106) (-) m/z 57.00 100.00%
57
71
4
5000
123 141755170 196 15120 1540 15560 15.80
o} m/z 71.10 75.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
5000 L AR DA B B
4 15.20 15.40 15.60 15.80
m/z 43.00 70.95%
0 112127142 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57
15.20 15.40 15.60 15.80
5000 71 m/z 41.00 57.61%
4 85
0 21 L b |, 113127 155169184 226
m/z--> ﬁo 45 65 85 160 150 150 1éo 180 200 220 240 2é0 2éo
Abundance #28421: Undecane R o o o o o
57 15.20 15.40 15.60 15.80
m/z 85.00 42 .68%
5000 71
85
0 ‘T ‘ \‘ | I 113127 156
m/z--> ﬁo 45 eb 85 160 150 150 1éo 1§o 260 250 240 2éo 2§o 15.20 15.40 15.60 15.80

8270-BG061719.M Fri
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.37 2.83 ng 93657 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Undecane 156 C11H24 001120-21-4 74
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 2261 (16.373 min): BG041359.D (-2257) (-) m/z 57.00 100.00%

57
5000 4

16.00 16.20 16.40 16.60
m/z 43.05 69.47%

113

o

N 144 155182 201 221 240 263279 315
el

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57

5000 e
4 85 16.00 16,20 16.40 16.60

m/z 71.10 54 .22%

i “|113 141 160 196 240

ottt A e e e
m/z--> 0 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300
Abundance #28421: Undecane
57
e B
16.00 16.20 16.40 16.60
5000 m/z 41.00 49 .54%
41 85
0.,”?ﬁﬂn.”...n.ﬁ.”,f}?.”.“iég.” —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94352: Hexadecane, 2-methyl- R ERRREEEEE
57 16.00 16.20 16.40 16.60
m/z 85.10 36.61%
5000
41 85
197
113
ozzﬂl s | B Lhed e ey
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16 20 16.40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9H-Fluoren-9-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.12 ng 70113 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 74
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 64
5 2,3-Diazaphenanthrene 180 C12H8N2 000229-72-1 53
Abundance Scan 2388 (17.119 min): BﬁO41359.D (-2383) (-) m/z 180.00 100.00%
180
5000 152
76
50 110126 I 196 16.80 17.00 17.20 17.40
O e bt B iMoo oo e 297, 290808 | 7515200 42.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45756: 9H-Fluoren-9-one
180
5000

16.80 17.00 17.20 17.40
152 m/z 151.00 29.39%

3450 70 98 126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #45695: Benzo[h]cinnoline
180
152 LU LI B A
16.80 17.00 17.20 17.40
5000 m/z 150.00 22 .22%
& 126
50 99 ‘
0,””,Jmp.ﬂ“u.“”w.”w”.w””M.”“”..”..”.”.w””,””
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 N
Abundance #45757: 1H-Phenalen-1-one T g e e
180 16.80 17.00 17.20 17.40
152 m/z 180.90 16.80%
5000
76
28 50 | | o8 126 A
R o R o e R e mmman e e Emma
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.09 25.22 ng 835206 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2553 (18.088 min): BG041359.D (-2548) (-) m/z 74.00 100.00%

74
5000{ 43

270 17.80 18.00 18.20 18.40
o 251 288 306 324341 m/z 86.95 78.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119408: Hexadecanoic acid, methyl ester
4
5000 LA L L L L L L LB LB
43 17. 80 18.00 18.20 18.40
143 m/z 43.05 40.99%
171 199 227 270
(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #84485: Tridecanoic acid, methyl ester
74
R AR EERESEES R R
17.80 18.00 18.20 18.40
5000 43 m/z 55.00 34.39%
143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95860: Methy! tetradecanoate B e e AR
74 17.80 18.00 18.20 18.40
m/z 41.00 34_37%
5000
43
143
ol 28 ‘ |10 1253 1y 199 a2
e e e e e e e AR REREEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.32 8.74 ng 289519 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2592 (18.318 min): BG041359.D (-2588) (-) m/z 73.00 100.00%

5000
18.00 18.20 18.40 18.60
293316 346
0! m/z 55.05 96.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
5000 129 LA L L L L L L L |
83 18.00 18.20 18.40 18.60
0
157 g 213 256 m/z 43.00 93.98%
ol 2 w.JJ.JJ.;Ju..,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid
43 | B
R EEEEEEEE B
18.00 18.20 18.40 18.60
5000 129 m/z 59.95 93.09%
171
L e | 2
ol b WAl ylfdae 10 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #61122: Dodecanoic acid R AEERRREE RS
3 18.00 18.20 18.40 18.60
m/z 41.00 82.51%
5000 43 129
157
| ] e
0 .J.]‘,‘.'..‘a‘,..‘..l....,....,....,....,.. R R R A RS AEEEE EERE
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

8270-BG061719.M Fri Jun 21 18:26:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.38 4_.37 ng 144700 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 91
Abundance Scan 2603 (18.382 min): BG041359.D (-2600) (-) m/z 192.00 100.00%
192
5000
165 18.00 18.20 18.40 18.60
82 139 : : . .
ol 5L 02, 11313 | ) 214238 266 302 333355 440 7787 00 65.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 NN IS SN I
18.00 18.20 18.40 18.60
165 m/z 189.00 34 _.35%
39 63 96 139 |
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #54732: Anthracene, 1-methyl-
192
18.00 18.20 18.40 18.60
5000 m/z 193.00 18.03%
83 165
0L 15.39 61, | | 115139 |
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #54731: Anthracene, 9-methyl- B LB amamas s
192 18.00 18.20 18.40 18.60
m/z 165.00 16.07%
5000
96
39 63 | 13919 |
m/z--> 50 100 150 200 250 300 350 400 18.00 18,20 18.40 18.60

8270-BG061719.M Fri Jun 21 18:26:08 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.53 4_47 ng 147964 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 50
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 50
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 42
4 3,5-Dichlorobenzoic acid 190 C7H4CI202 000051-36-5 30
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 30

Abundance Scan 2628 (18.529 min): BG041359.D (-2623) (-) m/z 189.00 100.00%
149
5000
o s2o 215208 5200 1820 18,40 15,60 180
o m/z 190.00 98 .85%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 18.20 18.40 18.60 18.80
m/z 192 .00 97 .30%
ol 39 63 ,h 137 163
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
18.20 18.40 18.60 18.80
5000 m/z 191.00 65.49%
94
‘ 163
0|""|"""|""|"" [rrrrfrrr T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy- A REanE e e
190 18.20 18.40 18.60 18.80
m/z 165.00 20.04%
5000
63
133
99
Ol"za'iJJ"#"“Mhﬁ?%t ‘I" LU DAL UL SURELEL RN BN SUNBN SRR
miz--> 0 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.83 2.07 ng 68594 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
15,16[1",27]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 86
2 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 76
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 64
4 [1,17-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 58
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 53
Abundance Scan 2679 (18.829 (r;]in): BG041359.D (-2676) (-) m/z 204.00 100.00%
204
5000 J
41 63 101126150176 | 239 279305 333355380 432 18.60 18.80 19.00 19.20

0 TS A R SRS S S UL S m/z 202.00 34.71%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1’,2']:8,135’1",2"]—Dibenzenodibenzo[a,g]cy...
204

5000 e T
18.60 18.80 19.00 19.20

m/z 203.00 31.44%

39 63 101176152176 313 408
- IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204
AR RS R R
18.60 18.80 19.00 19.20
5000 m/z 205.00 15.31%
101
028 51 76 126 150 176
- IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15... I BB AR e e o
204 18.60 18.80 19.00 19.20

m/z 199.95 6.84%

5000

101
126 152176

m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.23 86.84 ng 2876210 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
Abundance Scan 2747 (19.228 min): BG041359.D (-2742) (-) m/z 67.00 100.00%
5000
L2180 170 206 0, 263 298 1000 o76 w10 ase | 1000 120 1940 190
of hll b A0 230 (T 7 823346 376 412 459 | Tz 81.00  82.75%
m/z--> 100 150 200 250 300 350 400 450
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
5000
19.00 19.20 19.40 19.60
m/z 55.00 70.14%
o 223 263 294
m/z--> 100 150 200 250 300 350 400 450
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6
" 19.00 19.20 19.40 19.60
5000 m/z 41.00 60.27%
0<
m/z--> 100 150 200 250 300 350 400 450
Abundance 139734 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
2 67 19.00 19.20 19.40 19.60
m/z 95.05 53.85%
5000 95
294
m/z-> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60

8270-BG061719.M Fri Jun 21 18:26:11 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.26 115.41 ng 3822710 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94

Abundance Scan 2752 (19.258 min): BG041359.D (-2749) (-) m/z 55.00 100.00%

5000

-

19.00 19.20 19.40 19.60
m/z 41.00 71.61%

ol 296 326 353375 427 456

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

-

5000
19.00 19.20 19.40 19.60

m/z 69.10 63.80%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141288: 16-Octadecenoic acid, methyl ester

-

19.00 19.20 19.40 19.60

5000 87 m/z 74.00 54 _87%
29 [ 264
138 180 222
T T S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141287: 14-Octadecenoic acid, methyl ester B Ramma RS BT
56 19.00 19.20 19.40 19.60

m/z 43.00 54 .46%

5000 a3
264

a

138 180 222 296
\ LL \I.u m " | ‘

m/z--> 50 O 150 200 250 300 350 400 450 19. OO 19. 20 19. 40 19. 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.39 15.31 ng 507092 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 89
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 76

Abundance Scan 2775 (19.393 min): BG041359.D (-2769) (-) m/z 74.00 100.00%

74

5000
143 176 B S B S 4 N L.
01 298 19.00 19.20 19.40 19.60 19.80
0 337 384 420 539 m/z 87.00 78.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143126: Methyl stearate
74

5000
19.00 19.20 19.40 19.60 19.80

m/z 204.00 64 .66%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154941: Nonadecanoic acid, methyl ester

19.00 19.20 19.40 19.60 19.80
5000 m/z 43.00 41 .95Y%

43
143
312
s LLler | armsozzr 20
I AL I o o o e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance :

#143190: Heptadecanoic acid, 16-methyl-, methyl ester R R R
74 19. 00 19. 20 19. 40 19 60 19. 80

m/z 55.00 34 .14%

5000
255
M 101 1T3 199 \ 298
0 ML I e { 221, t

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 00 19. 20 19. 40 19 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062019\
Data File : BG041359.D

Acq On : 20 Jun 2019 16:28

Operator : HP/JU

Sample - K3157-03 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 6.9 ng 101456 1 8.08 292825 20.0
unknown7 .61 7.61 40.8 ng 597489 1 8.08 292825 20.0
Benzene, 1,3,5-tr... 15.11 2.3 ng 62700 3 14.72 536812 20.0
Dodecane 15.51 2.5 ng 67009 3 14.72 536812 20.0
Heptadecane 16.37 2.8 ng 93657 4 17.47 662448 20.0
9H-Fluoren-9-one 17.12 2.1 ng 70113 4 17.47 662448 20.0
Hexadecanoic acid... 18.09 25.2 ng 835206 4 17.47 662448 20.0
n-Hexadecanoic acid 18.32 8.7 ng 289519 4 17.47 662448 20.0
Phenanthrene, 1-m... 18.38 4.4 ng 144700 4 17.47 662448 20.0
4H-Cyclopenta[def... 18.53 4.5 ng 147964 4 17.47 662448 20.0
5,16[1",2"]:8,13[--.. 18.83 2.1 ng 68594 4 17.47 662448 20.0
9,12-Octadecadien... 19.23 86.8 ng 2876210 4 17.47 662448 20.0
9-Octadecenoic ac... 19.26 115.4 ng 3822710 4 17.47 662448 20.0
Methyl stearate 19.39 15.3 ng 507092 4 17.47 662448 20.0
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