LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46 Instrument :

Operator : JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : L1108-03 INWOOD-BH-02-A

ALS Vial : 11 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 G\METHODS\8270-BG123019.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 3.126 3 6 28 rVB2 674759 1560648 35.30% 3.171%
2 4.136 172 178 188 rBvV 455857 765391 17.31% 1.555%
3 4.454 228 232 240 rBV 75759 115820 2.62% 0.235%
4 5.053 328 334 346 rBV 370041 588856 13.32% 1.196%
5 5.529 408 415 428 rBVY 1458174 2378304 53.80% 4.832%
6 7.121 677 686 698 rBY 1562773 2758576 62.40% 5.605%
7 7.485 739 748 758 rBVY 1523085 2716124 61.44% 5.519%
8 7.950 819 827 835 rBV 427831 744901 16.85% 1.514%
9 8.273 871 882 890 rBVY 1194709 2098132 47 .46% 4.263%
10 9.101 1014 1023 1036 rBV 906720 1653390 37.40% 3.360%

11 10.746 1295 1303 1311 rBV 601138 1073223 24.28% 2.181%
12 13.202 1714 1721 1732 rBV 2416831 3802502 86.02% 7.726%
13 14.031 1855 1862 1867 rBV 229234 344991 7.80% 0.701%
14 14.577 1947 1955 1962 rBV 922335 1466476 33.17% 2.980%

15 14.642 1962 1966 1973 rVB 27500 44951 1.02% 0.091%
16 15.623 2124 2133 2138 rBv4 25409 44632 1.01% 0.091%
17 16.064 2201 2208 2220 rBV 1812011 2812181 63.61% 5.714%
18 16.633 2296 2305 2310 rBV9 16269 47177 1.07% 0.096%
19 16.980 2357 2364 2371 rVB2 20239 44709 1.01% 0.091%

20 17.321 2415 2422 2426 rBV 1048806 1615898 36.55% 3.283%

21 17.362 2426 2429 2435 rVV 406190 585333 13.24% 1.189%
22 17.450 2435 2444 2450 rVB 107288 185637 4._.20% 0.377%
23 17.720 2483 2490 2494 rBV6 27809 62407 1.41% 0.127%
24 18.196 2567 2571 2574 rBV 79134 122372 2.77% 0.249%
25 18.243 2574 2579 2584 rVvV 129733 267203 6.04% 0.543%

26 18.290 2584 2587 2590 rvVv 61434 82797 1.87% 0.168%
27 18.326 2590 2593 2598 rVvVv 49497 71683 1.62% 0.146%
28 18.390 2598 2604 2608 rVV3 129026 250853 5.67% 0.510%
29 18.425 2608 2610 2616 rVB 66841 87177 1.97% 0.177%
30 18.696 2652 2656 2659 rBV 55141 75803 1.71% 0.154%
31 18.731 2659 2662 2667 rVB3 38760 54112 1.22% 0.110%

32 19.113 2722 2727 2731 rBV 78019 131066 2.96% 0.266%
33 19.248 2746 2750 2758 rBV2 60409 104828 2.37% 0.213%
34 19.371 2766 2771 2778 rBV 1083642 1523887 34.47% 3.096%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46 Instrument :

Operator : JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : L1108-03 INWOOD-BH-02-A

ALS Vial : 11 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.730 2823 2832 2841 rBV 994452 1719269 38.89%% 3.493%

36 19.806 2842 2845 2847 rBV2 38341 55383 1.25% 0.113%
37 19.935 2860 2867 2872 rBV 3316583 4420680 100.00% 8.982%
38 20.059 2883 2888 2896 rBV5 85237 208292 4.71% 0.423%
39 20.223 2913 2916 2920 rVB 132488 175496 3.97% 0.357%
40 20.329 2931 2934 2937 rVB 59408 64337 1.46% 0.131%

41 20.382 2939 2943 2948 rVB2 208307 275148 6.22% 0.559%
42 20.523 2964 2967 2971 rBV2 73641 100415 2.27% 0.204%
43 20.899 3027 3031 3035 rVB 133852 159657 3.61% 0.324%
44 20.975 3041 3044 3053 rVB 92612 146736 3.32% 0.298%
45 21.199 3080 3082 3085 rBV2 64190 74562 1.69% 0.152%

46 21.240 3085 3089 3096 rvv4 631320 1092704 24.72% 2.220%
47 21.304 3096 3100 3110 rVB2 186451 315891 7.15% 0.642%
48 21.434 3119 3122 3127 rBVY 131831 180647 4._.09% 0.367%
49 21.569 3137 3145 3150 rBV2 1136343 2582364 58.42% 5.247%
50 21.616 3150 3153 3163 rVB 460119 749352 16.95% 1.523%

51 22.386 3280 3284 3290 rVB 355853 601941 13.62% 1.223%
52 23.708 3504 3509 3517 rBV 269413 772345 17.47% 1.569%
53 23.901 3536 3542 3560 rvVB2 850873 2235976 50.58% 4.543%
54 24.407 3623 3628 3641 rVB2 217103 614240 13.89% 1.248%
55 24.548 3645 3652 3667 rVB 301712 861491 19.49% 1.750%

56 24.700 3670 3678 3685 rBV3 555849 1526326 34.53% 3.101%

Sum of corrected areas: 49215292
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG044042.D

3000000
2500000

2000000

1500000 5.53 712740

8.27

1000000 9.10

13 10.75

500000 4.14 5.05 7.95

4.45
L B B B I B e e e RS

T T T T T T
350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG044042.D

o

Time-->
Abundance

19

94

3000000

2500000{ 13.20

2000000 16.06

1500000

1000000 14.58

500000

14.03

.64 15.62

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 TIC: BG044042.D

3000000
2500000
2000000

1500000
23.90

1000000 24.70

2849

23.7
500000

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.13 41_.90 ng 1560650 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (3.132 min): BG044042.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /L
® i 1320 3.30 3.40 350
o...,....,....,..3.6.-,..'..,..|..,6.2...,|..'..,....,..?.7,...19,9....,....,.... m/z 43.10 33.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IS AR LU R AR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.78%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 a1 55 m/z 55.10 18.93%
29 ‘
o L, \“ L85 w .80 |, 97 112 129
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- R R R
30 3.20 3.30 3.40 3.50
m/z 71.10 11.34%
5000 43 87
15 72
0'”PJ“P'Mh'”ﬁ'”?%ﬁa'”J'”I“”I””I“”I””I””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
BG044042.D
14 Jan 2020 18:46

Ju
L1108-03
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:
TIC Integration Parameters:

\Database\NIST11.L
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

INWOOD-BH-02-A

Peak Number 3 3-Penten-2-one, 4-methyl- Concentration Rank 11

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

4.45 3.11 ng 115820 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 78
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
4 2.4-Azetidinedione. 3.3-diethvl- 141 C7H11NO2 042282-85-9 74
5 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 64

Abundance Scan 231 (4.448 min): BG044042.D (-228) (-) m/z 83.05 100.00%
55 83
5000
43 98 J\
L e S e e
420 4.40 4.60 4.80
77
0 ...,....,....,..?7.|,':..‘.‘? W8 0y 2 m/z 55.10 96.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IR RAREE SRR UL R
98 420 4.40 4.60 4.80
m/z 43.00 41.11%
0 Jw 7.1, 49, , 61 67 77 | 89 )
”'I"'W""I”"I"' USRI JUEL SO IURLE S
m/z--> 10 60 70 80 90 100
Abundance #3403. 2 Pentene, 3,4-dimethyl-, (2)-
55 83
a 420 440 4.60 480
5000 m/z 98.05 33.79%
98
‘ 69
o A 1] 49, ||| 63| 77 oL |
”'I"'W""I”"I"'W B R UL LI LS
m/z--> 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- A A R
55 83 420 440 460 4.80
m/z 39.05 26 .60%
41
5000 7 o8
15 69
0 ...,..h.,..::h.%4.;iJ..%%.tl.,??.MM..??,....?%...4.... IR RN RN LR R
m/z--> 10 20 30 40 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.05 15.81 ng 588856 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 334 (5.053 min): BG044042.D (-328) (-) m/z 43.10 100.00%
a3
59
5000
o 25D 500 820 S0
83 :
o A ..~:|,..7.1.,~....',|....,....,....,....,....,?97.. m/z 59.10 57.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URRREUULEE LN RS
4.80 500 5.20 5.40
59 m/z 101.10 20.76%
G| || w8
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.05 15.08%
29 101
oL B i |l 73es |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- P[P T T T ...
59 480 500 520 540

m/z 41.10 9.35%

5000
41
W | \‘ I Il 73 86 ‘

Ol il A8 X e L LA

m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 72.93 ng 2716120 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (7.491 min): BG044042.D (-739) (-) m/z 132.00 100.00%
32
5000 68
© 4 osag |l o P g T Tk TR Tk
o R 1 A Y1 A -/ S M = | N m/z 68.10 40.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L S R L
7.20 7.40 7.60 7.80
2 78 m/z 134.00 35.40%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 25.28%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132 7.20 7.40 7.60 7.80
m/z 69.05 15.53%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % % 4w & T e % 10 110 135 1 1% 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.24 3.31 ng 267203 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 94
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2578 (18.237 min): BG044042.D (-2574) (-) m/z 192.05 100.00%

2

5000

hy

115 139 208 56 18.00 18.20 18.40 18.60
ol 222 281 m/z 191.10 56.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54750: Phenanthrene, 2-methyl-
192

5000 i e B ey
18.00 18.20 18.40 18.60

m/z 189.00 31.51%

0 115 137152

1 T IIIIIIIIIIIIIIIIIIII

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

Abundance #54736: Anthracene, 2-methyl-

192
.”.,”........”,.”
18.00 18.20 18.40 18.60
5000 m/z 94.60 17.87%

165
28 5063 82 9P 115128 152

0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene S B mma s e
192 18.00 18.20 18.40 18.60
m/z 165.00 17.71%
5000
165

96

115128 152

28 43 63 83
1 T TTTT TTrTT TTTT I TTTT I TT TTr T I TTrTT TTTT TTr T TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.39 3.10 ng 250853 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 52
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 30
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 30
Abundance Scan 2604 (18.390 min): BG044042.D (-2598) (-) m/z 189.00 100.00%
9

5000

165 18.00 18.20 18.40 18.60 18.80

111125139 203218 241

(o} m/z 189.95 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000 AR BN SULILN UL B
94 18.00 18.20 18.40 18.60 18.80
m/z 192.10 71.17%
163
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

18.00 18.20 18.40 18.60 18.80
m/z 191.10 59.02%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190 18.00 18.20 18.40 18.60 18.80

m/z 94.60 25.23%

5000

I T T T T
18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Pyrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.38 2.13 ng 275148 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 90
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 70
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 64
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 46
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 41
Abundance Scan 2943 (20.382 min): BG044042.D (-2939) (-) m/z 216.05 100.00%
123 216 n
5000
189
20.00 20.20 20.40 20.60
0 144 163 246 264281 /7 123.00 91 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74413: Pyrene, 2-methyl-
216
5000 95 AU U
20.00 2020 20.40 20.60
189 m/z 215.00 63.69%
0 53 74 122 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74412: Pyrene, 1-methyl-
216
20.00 20.20 20.40 20.60
5000 m/z 105.00 59.46%
94 189
ol 39 63 1 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74425: Fluoranthene, 2—methy|— [Trr T[T T[T
216 20.00 20.20 20.40 20.60
m/z 77.10 24 _25%
B J\JA/\N\/\J
108
o390 74 "|° 139 163 1§9‘ \
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.24 8.46 ng 1092700 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 92
3 1-Docosene 308 C22H44 001599-67-3 81
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 70
Abundance Scan 3089 (21.240 min): BG044042.D (-3085) (-) m/z 57.10 100.00%
5000 11 226
R BRI SUREUSE B B
139163 21.00 21.20 21.40 21.60
o — ]J |d {50007 106 | 257280 sov e 429 | T AmTig 87.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LI BULIL SUULE ISR B
29 111 21.00 21.20 21.40 21.60

m/z 83.10 82 .54%

0 l \ 11139 167 196 224
, Hdr—r—tr—
m/z--> 50 100 150 200 250 300 350 400
Abundance #81249: 7-Hexadecene, (2)-
55
L LS
21.00 21.20 21.40 21.60
5000 83 m/z 55.10 75.85%
29
111
AR AU N T Y —
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene A RRRas B
55 21.00 21.20 21.40 21.60
m/z 97.10 69.65%
97
5000
29
125
o1 || 153 181 308
m/z--> 50 100 150 200 250 300 350 400 21. 00 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 11H-Benzo[a]fluoren-11-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.45 ng 315891 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 95
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 46
3 3-Bromo-7-methoxv pvrazolol4.3-d... 228 C6H5BrN40 068479-22-1 43
4 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 38
5 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 35
Abundance Scan 3099 (21.299 n;én) BG044042.D (-3096) (-) m/z 230.00 100.00%
105 230
149
5000 77
200
51 174 J 21.00 21.20 21.40 21.60
| O N | P P ,l-. g8 325 396 Al A% m/z 105.00 85.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LA RN SN
21.00 21.20 21.40 21.60
101 200 m/z 149.00 70.94%

o

0 75, oo |
—trted——tr e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86246: 7H-Benz[de]anthracen-7-one
230

21100 21.20 21,40 21.60
5000 202 m/z 77.10 38.56%

27 50 74 101156150174 |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84714: 3-Bromo-7-methoxy pyrazolo[4,3-d]pyrimidine L
53 149 230 21.00 21.20 21.40 21.60

m/z 200.00 27 .71%

5000

m/z--> 50 100 150 200 250 300 350 400 450 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Bacchotricuneatin c Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.39 4.66 ng 601941 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 56
2 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 43
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 43
4 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 43
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43
Abundance Scan 3285 (22.391 min): BG044042.D (-3280) (-) m/z 57.10 100.00%
5000 F,‘AN,_~M,ﬂf\/\hWAAWA,,W~Awﬂ
267 22.00 22.20 22.40 22.60 22.80
147 185 221 : : : : :
o2 246 | P95 825 % M09 Tnjz 71.10  75.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178298: Bacchotricuneatin ¢
m) 112
5000 LIRS BRI B I
22.00 22.20 22.40 22.60 22.80
c m/z 43.10 59.92%
0 ﬁ|| 191216 245 312 342
m/z--> 55 100 150 260 2%0 360 3%0 460
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57
22.00 22.20 22.40 22.60 22.80
5000 m/z 70.10 58.93%
113
85
29
0 IJIi Jll JLJ1I1II1?ﬁ S ?%9,. N
m/z--> 50 100 150 200 250 300 350 400
Abundance #12715: Hexane, 3,3,4—trimethy|— [TT T T[T T[T T T T[T TTT[TT
43 7 22.00 22.20 22.40 22.60 22.80
m/z 112.10 47 .32%
- Aﬂgwmwww,,x\j\WN¢WM~,¢‘M~,
99
0""l""Jl'?'z'g'l"''|""l""l""l""l"" NN BRI BRI
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 13 12-Hydroxy-octadecanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.90 29.30 ng 2235980 Perylene-d12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 78
2 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 70
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 45
4 Phvtol 296 C20H400 000150-86-7 38
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 18
Abundance Scan 3542 (23.901 min): BG044042.D (-3536) (-) m/z 57.10 100.00%
U 197
5000 97 VMMWMJ\/\xww_ﬁmﬁm~
129 265 23.60 23.80 24.00 24.20
157 - - - :
o3 | 322 .1 293 327 355 383 416 ny7 5510  86.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216657: 12-Hydroxy-octadecanoic acid, octyl ester
55 197
5000 97 LN S B
23.60 23.80 24.00 24.20
- 208 327 m/z 197.10 84.83%
129 264
o 157 222 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197 23.60 23.80 24.00 24.20
5000 m/z 71.10 77 .80%
83
29 143
L P || o 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #129339: cis-Vaccenic acid R R B
23.60 23.80 24.00 24.20
m/z 43.10 54.82%
5000
111
. 137 165 193 222 204
miz--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044042.D

Aca On : 14 Jan 2020 18:46

Operator : JU

ﬁ?ggle i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 14 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .41 8.05 ng 614240 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 3629 (24.413 min): BG044042.D (-3623) (-) m/z 252.05 100.00%
282
5000
56 99 12|5 155 200224 280 328 376 429 475 24.00 24.20 24.40 24.60 24.80
e I e e e R m/z 250.00 26 .49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
282
5000

24.00 24.20 24.40 24.60 24.80
m/z 253.00 24 .15%

125
50 74 99, | 150174200224

o1ttt e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104213: Perylene
252
T T T T T
24.00 24.20 24.40 24.60 24.80
5000 m/z 125.10 13.70%
126
0l39 63 99 | 150174200224 |
T T T e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104226: Benzo[K]fluoranthene Ao T o e S
252 24.00 24.20 24.40 24.60 24.80
m/z 126.00 11.33%
5000
126
51 75 100, | 150174200224
T T T T e e e T R EERE SR eSS s e
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011420\

Data File : BG044042.D

Acq On : 14 Jan 2020 18:46

Operator : JU

3?22'6 i L1108-03 INWOOD-BH-02-A
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.13 41.9 ng 1560650 1 7.94 744901 20.0
3-Penten-2-one, 4... 4.45 3.1 ng 115820 1 7.94 744901 20.0
2-Pentanone, 4-hy... 5.05 15.8 ng 588856 1 7.94 744901 20.0
unknown? .49 7.49 72.9 ng 2716120 1 7.94 744901 20.0
Phenanthrene, 2-m... 18.24 3.3 ng 267203 4 17.32 1615900 20.0
6H-Cyclobuta[jk]p--. 18.39 3.1 ng 250853 4 17.32 1615900 20.0
Pyrene, 2-methyl- 20.38 2.1 ng 275148 5 21.57 2582360 20.0
Cyclohexadecane 21.24 8.5 ng 1092700 5 21.57 2582360 20.0
11H-Benzo[a]fluor... 21.30 2.5 ng 315891 5 21.57 2582360 20.0
Bacchotricuneatin c 22.39 4.7 ng 601941 5 21.57 2582360 20.0
12-Hydroxy-octade... 23.90 29.3 ng 2235980 6 24.70 1526330 20.0
Benzo[e]pyrene 24.41 8.1 ng 614240 6 24.70 1526330 20.0
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