LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 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-BG081919.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 3.120 3 5 31 rvB 919978 1675840 31.06% 6.129%
2 5.564 416 421 434 rVB 159726 296600 5.50% 1.085%
3 7.174 687 695 706 rBV 119396 254002 4.71% 0.929%
4 7.538 750 757 774 rVB 404137 762295 14.13% 2.788%
5 8.008 830 837 843 rBV 165638 294100 5.45% 1.076%
6 8.331 885 892 898 rBV 686275 1223048 22.67% 4_473%
7 8.384 898 901 909 rVvB2 46514 78059 1.45% 0.285%
8 9.124 1020 1027 1030 rBV3 33020 60571 1.12% 0.222%
9 9.171 1030 1035 1047 rVB 509357 1008843 18.70% 3.689%
10 10.229 1202 1215 1223 rBV2 110288 243099 4_.51% 0.889%
11 10.546 1261 1269 1275 rBvV8 21473 62197 1.15% 0.227%
12 10.670 1284 1290 1296 rBvV3 30475 61473 1.14% 0.225%
13 10.828 1307 1317 1332 rVB 263929 634046 11.75% 2.319%
14 10.981 1339 1343 1350 rVvB5 33039 70298 1.30% 0.257%
15 11.569 1436 1443 1452 rBvV2 72030 150041 2.78% 0.549%
16 11.751 1469 1474 1482 rVB5 31429 68674 1.27% 0.251%
17 11.939 1502 1506 1513 rVB3 44164 89873 1.67% 0.329%
18 12.044 1516 1524 1531 rBvV7 35298 90926 1.69% 0.333%
19 12.468 1591 1596 1603 rVB5 40002 87350 1.62% 0.319%
20 12.620 1618 1622 1626 rBV2 41614 66391 1.23% 0.243%

21 12.708 1631 1637 1643 rVB2 200298 360641 6.68% 1.319%
22 12.791 1646 1651 1661 rVBS8 51548 135410 2.51% 0.495%

23 12.879 1661 1666 1671 rBV7 32245 70651 1.31% 0.258%
24 13.079 1695 1700 1705 rBV9 27502 55932 1.04% 0.205%
25 13.284 1727 1735 1742 rBV 2004556 3151808 58.41% 11.527%
26 13.472 1763 1767 1771 rBV3 37274 65493 1.21% 0.240%
27 13.690 1800 1804 1807 rBV3 42952 69927 1.30% 0.256%

28 13.825 1818 1827 1837 rBV8 107108 438290 8.12% 1.603%
29 13.913 1837 1842 1845 rVV5 78703 125931 2.33% 0.461%
30 13.983 1850 1854 1860 rVB2 119119 220516 4_.09% 0.806%

31 14.107 1871 1875 1880 rVB 132354 185537 3.44% 0.679%

32 14.218 1890 1894 1898 rBV2 65706 97069 1.80% 0.355%
33 14.383 1918 1922 1927 rBV4 41640 68343 1.27% 0.250%
34 14.471 1933 1937 1940 rBvV4 39026 66457 1.23% 0.243%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 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\HPCHEM1\BNA G\METHODS\8270-BG081919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.600 1955 1959 1963 rBvV4 60096 105866 1.96% 0.387%

36 14.665 1963 1970 1976 rVvV 538057 888555 16.47% 3.250%
37 15.170 2053 2056 2057 rBV 62297 66046 1.22% 0.242%
38 15.335 2080 2084 2089 rVB3 134571 205356 3.81% 0.751%
39 15.476 2105 2108 2118 rVB4 129694 290006 5.37% 1.061%
40 15.552 2118 2121 2124 rBV4 40122 68562 1.27% 0.251%

41 15.717 2145 2149 2155 rVB3 100028 158297 2.93% 0.579%
42 16.157 2219 2224 2230 rBV 1121053 1622766 30.08% 5.935%
43 16.392 2261 2264 2267 rBV3 50545 73422 1.36% 0.269%
44 17.421 2433 2439 2443 rBV2 706468 1114003 20.65% 4._.074%
45 17.462 2443 2446 2452 rVB 161367 220212 4.08% 0.805%

46 17.820 2503 2507 2515 rVB 181550 275400 5.10% 1.007%
47 18.325 2589 2593 2595 rBVY 209360 318401 5.90% 1.164%
48 19.471 2785 2788 2792 rVB 104504 143884 2.67% 0.526%
49 20.035 2878 2884 2894 rVvB 3787029 5395637 100.00% 19.733%
50 20.376 2939 2942 2948 rVB 134455 174436 3.23% 0.638%

51 21.345 3104 3107 3116 rVB3 128798 220990 4._.10% 0.808%
52 21.692 3161 3166 3179 rVB2 669930 1181610 21.90% 4.321%
53 22.503 3301 3304 3309 rVB 79790 113378 2.10% 0.415%
54 23.208 3419 3424 3432 rVB 138988 259478 4.81% 0.949%
55 24.019 3557 3562 3572 rVB2 141957 308493 5.72% 1.128%

56 24.941 3710 3719 3735 rVB3 419798 1506063 27.91% 5.508%
57 26.134 3916 3922 3931 rVB2 95248 243068 4 _50% 0.889%

Sum of corrected areas: 27343660
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042393.D
4000000

3000000
2000000

1000000412
8.33

7.54 8.17

10.83 12.71
5.56 7.17 801 ¢ oo 9h2 10.23(105/10.98 115775204 12BARE

0IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII| IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

Time--> 350 400 450 500 550 6.00 6.50 7.00 7. 50 8. OO 8. 50 9. OO 9. 50 10. OO 10. 50 11. OO 11.50 12.00 12. 50
Abundance TIC: BG042393.D
4000000 20.04

3000000

13.28
2000000

16.16

1000000 21.69

20.38 21.35 92 50

13.0:

O LA e o e L. I e o L e

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: BG042393.D
4000000

3000000
2000000

1000000
24.94
23.21 24.02 /\
A h 2613

O e T T T T T T T T T T e e e e

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\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1

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

3.12 113.96 ng 1675840 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (3.120 min): BG042393.D (-3) (-) m/z 73.10 100.00%
B

?

5000
43 55 87
R B
| 101 207 3.20 3.30 3.40 3.50
ol b 20 ®7 . Tm/z 43.10 32.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L LB L L L |
43 9 3.20 3.30 3.40 3.50

. ‘ 8|7 m/z 87.10 29.23%
101
0 '|""I"Il'l'I""I""I""I""I""I""I'"'

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

?

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R ARREEEEEERE s R
3.20 3.30 3.40 3.50
5000 4 55 m/z 55.10 27.24%
29
Ll | o a2
O L LA A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- T
73 3.20 3.30 3.40 3.50
m/z 71.10 11.71%
5000
45
29 ‘
0.,.‘;‘..‘,“...5?,..a‘.,....1,0.1...,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.54 Concentration Rank 3

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

7.54 51.84 ng 762295 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 757 (7.538 min): BG042393.D (-750) (-) m/z 132.00 100.00%
132

—

5000
68
9% A I L R R
40 54 28 06 7.20 7.40 7.60 7.80
o AAAENENRS. » < N | m/z 68.10 32.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

>

5000

7.20 7.40 7.60 7.80
m/z 134.00  31.84%

0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
BB
7.20 7.40 7.60 7.80
5000 m/z 66.10 20.41%
104
66
ol14 27 39 51 P 70 g | 15 ‘
e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 13.40%
116
5000 98 /]\\
A S T S s | WY | W
m/z--> 20 40 60 80 100 120 140 160 180 7.20 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Indane Concentration Rank 8

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

8.38 5.31 ng 78059 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Formic acid. 3-phenvilpropvl ester 164 C10H1202 1000367-88-7 64
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 64

Abundance Scan 900 (8.378 min): BG042393.D (-898) (-) m/z 117.10 100.00%
117
5000 /\/\
91 SRR AR R
39 98 47 103 207 8.00 820 8.40 8.60 8.80
0! B R m/z 118.05 46 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 S SR SRR RN N
800 8.20 840 8.60 8.80
o1 m/z 115.00 19.27%
oL 15 27 39 51 63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117
8.00 820 8.40 8.60 8.80
5000 o1 m/z 91.10 16.57%
39 51 63
103
--1‘73.-2‘-7--“.--“n‘.“-‘--w“.--“--.“----‘.----.----.----.----.----
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #8982. Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 8.00 820 8.40 8.60 8.80
m/z 58.00 10.03%
5000 91
27 39 51 65 78 103
0|||||‘|||‘|||“|||‘|‘|||H|||‘|||‘|||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Benzene, (1-methyl-1-propen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.23 7.67 ng 243099 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 83
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
Abundance Scan 1215 (10.229 min): BG042393.D (-1202) (-) m/z 117.10 100.00%
117
5000 132
5 70 81 10.00 10.20 10.40 10.60
Obrererrrrrerrerr et '-|-|- .'.'.!'i....;...-!':'.l.'..lﬁl...l,?.z..,. m/z 119.10 44.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
147
132
5000

10.00 10.20 10.40 10.60
‘ m/z 132.10 38.94%
|

o7 39 ﬁl 65 77
A ul

o”,””“.m“”.“”w.”w”.w””,””“”.“”w.”w”.mm”,””“.”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
e A
10.00 10.20 10.40 10.60
5000 132 m/z 115.10 33.82%
91
15 27 3 S5 AT | 103 ) |
O e e e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117 10.00 10.20 10.40 10.60
m/z 95.10 23.40%
5000 132
91
27 39 S e 77 ‘ 05 |
o m ot L L o =S REESE e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.57 4.73 ng 150041 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 53
2 Ethanone. 1-(2-furanvl)- 110 C6H602 001192-62-7 52
3 2-Amino-4-methvlbut-2-enenitrile 110 C6H10N2 1000197-39-9 50
4 2-Furanecarboxvlic acid. 3.5-dim... 222 C13H1803 1000278-87-2 47
5 endo-Borneol 154 C10H180 000507-70-0 42
Abundance Scan 1443 (11.569 min): BG042393.D (-1436) (-) m/z 95.10 100.00%
95
5000
41 55 69 110 Pn) ] Mo AN
81 11.20 11.40 11.60 11.80
ol 128 16 m/z 55.10  29.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26951: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e...
95
5000 UL B UL SRR B
11.20 11.40 11.60 11.80
- 110 m/z 69.10 28.86%
67 121 139
0"v%?'v'??l“"J“"|'l'|“'UH“'“ﬁﬁ"vh!'v"“L"'ﬁ"'v'!JV"'&§§W"“|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5768: Ethanone, 1-(2-furanyl)-
95
1120 11.40 11,60 11.80
5000 39 110 m/z 110.10 26.64%
%T | ‘ 51 67 g
A LA A A AL AR LA NN AL MRS AR LA AR RN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5747: 2-Amino-4-methylbut-2-enenitrile e
95 11.20 11.40 11.60 11.80
m/z 41.10 26.14%
5000 68
110
\ 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.83 ng 89873 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 72
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 64
3 Benzene. (l1l.l1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 64
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 62
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 58
Abundance Scan 1506 (11.939 min): BG042393.D (-1502) (-) m/z 131.05 100.00%
31
5000 146
91
39 53 6777 103 116 o207 11.60 11.80 12.00 12.20
0 i o e e m/z 146.10 37.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
13 146
5000
11.60 11.80 12.00 12.20
m/z 135.00 25.98%

0’ L i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
11.60 11.80 12.00 12.20
5000 o1 m/z 129.05 22.68%
39 51 65 77 105115
o TR T R T Y O
L L s e L L s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131 11.60 11.80 12.00 12.20
m/z 128.00 19.49%
5000 91
146
27 39 51 77
G I A Wl
O.HM,u%.,.MM,W”uW.H.pWHWW.M. .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknownl2.04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.87 ng 90926 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-ethvIl-5-methvicvclopentene 110 C8H14 097797-57-4 43
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 43
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 38
4 Cvclopropane. tetramethvimethvlene- 110 C8H14 054376-39-5 30
5 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 30
Abundance Scan 1523 (12.039 min): BG042393.D (-1516) (-) m/z 95.05 100.00%
5000
129 146 LINLINL LI LI L L L LI LI
165 11.80 12.00 12.20 12.40
o} m/z 81.10 60.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5992: 1-Ethyl-5-methylcyclopentene
il
95
5000 67 LR SR BRI SULBUSN B
110 11.80 12.00 12.20 12.40
27 m/z 111.05 56.27%
OI:II-I?I |I |I| |||| 'I'Iu||'||||I||=|||"|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5965: Methyl ethyl cyclopentene
il
" 11:80 12.00 12.20 12.40
5000 67 9% m/z 41.05 48.12%
110
0 H ‘H NIl ‘\“ AN \‘
"'I'” "w" RIS UL UL L L S S
m/z--> 20 80 100 120 140 160 180 200
Abundance #5958: Cyclohexane, ethylidene- R mEEE L
8 11.80 12.00 12.20 12.40
m/z 69.05 42 .58%
5000 67
110
] T ]
0"'|ﬂ“'h“JM|“M'w“"|“"|”"|“"|”"|“"|“" IR AR SRR SO B
m/z--> 20 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BG081919.M Thu Aug 22 11:14:55 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 3-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.05 ng 135410 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxabicvclol4.1.0Theptan-2-one.... 168 C10H1602 022841-82-3 50
2 (RY-(H)-Citronellic acid 170 C10H1802 018951-85-4 35
3 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 25
4 1.1"-Bicvclohexvl. 2-ethvl-. cis- 194 C14H26 050991-12-3 22
5 3,4,5-Trimethylpyrazole 110 C6H10N2 005519-42-6 22
Abundance Scan 1651 (12.791 min): BG042393.D (-1646) (-) m/z 109.10 100.00%
5000
12.40 1260 12.80 13.00 13.20
of m/z 95.10 82 _.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36511: 3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetramethy!-
43 67 o5 109
5000 LRI RIS SUNIA SRR B
12.40 12.60 12.80 13.00 13.20
29 55 m/z 69.10 78 .35%
01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37934: (R)-(+)-Citronellic acid
69
4l SRR SRR SRR SN BN
55 95 12.40 12.60 12.80 13.00 13.20
5000 110 m/z 110.05 67 .23%
82 152 170
27
o) |1|5| I‘I\I I‘iw L |‘M‘N |“|m|“| I‘l\ |‘ : I‘\I\\I |]|-2|7|1|38| : l o E I‘I AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5744: 1H-Imidazole, 2-ethyl-4-methyl- A REAmE B
95 110 12.40 12.60 12.80 13.00 13.20
m/z 41.10 64 .92%
5000
54
42 68
27 82
0'}?P"'I”"I'”'I"”I"'W"'W""P"'I”"I'”' LIRS RIS SUNIA SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00 13.20

8270-BG081919.M Thu Aug 22 11:14:56 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Naphthalene, 2,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.87 ng 438290 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 93
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 93
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 91
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 90

Abundance Scan 1826 (13.819 min): BG042393.D (-1818) (-) m/z 156.05 100.00%

146

141

5000

13.60 13.80 14.00 14.20

(o} m/z 141.10 66.16%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #28470: Naphthalene, 2,7-dimethyl-
156
5000 141
13.60 13.80 14.00 14.20
128 m/z 155.10 39.40%

15 27 39 51 63 77 gg 1092 115

0! .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28490: Naphthalene, 2,6-dimethyl-
156
13.60 13.80 14.00 14.20
5000 141 m/z 164 .05 34._78%
15 27 39 5‘1 63 7] 89 102 1]\-5 ]%8 Ll \\\‘
T AL B o B o B L e I O B o N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28501: Naphthalene, 1,6-dimethyl- R B e
156 13.60 13.80 14.00 14.20
141 m/z 148.95 34 _.55%
5000
115128
0 28 49 69 85 98 | . ||
I B o o e I TN I o o o o e R S S T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

8270-BG081919.M Thu Aug 22 11:14:56 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2,5-Dimethylphenylacetic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.91 2.83 ng 125931 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.5-Dimethvilphenvlacetic acid 164 C10H1202 1000342-65-5 53
thvl 4-methvlbenzoate 164 C10H1202 000094-08-6 46
-Amino-5-methvl-4(3H)-oxopvrrol... 164 C7H8N40 065062-57-9 25
.7.7-Trimethvl-2-vinvilbicyclol2... 162 C12H18 130930-56-2 25
ugenol 164 C10H1202 000097-53-0 18

abrwNPE
MENMN

Abundance Scan 1842 (13.913 min): BG042393.D (-1837) (-) m/z 119.10 100.00%
119

5000

13.60 13.80 14.00 14.20
m/z 164.00  76.94%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33337: 2,5-Dimethylphenylacetic acid
9

5000

164 13. 60 13. 80 14. OO 14. 20
m/z 95.10 35.34%
0 135146
- IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33292: Ethyl 4-methylbenzoate
119
R M
13.60 13.80 14.00 14.20
5000 m/z 118.10 33.25%
o 136 164
oL 21305 P 7 w 105 | 149
s e L L BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34106: 2-Amino-5-methyl-4(3H)-oxopyrrolo[2,3-d]pyrimidine N e
164 13. 60 13. 80 14. OO 14. 20
m/z 162 .00 30.86%
5000
122 147
o 43 6678 %106 | 135 J I
I a an A B o a  E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

8270-BG081919.M Thu Aug 22 11:14:57 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.96 ng 220516 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
Abundance Scan 1853 (13.978 min): BG042393.D (-1850) (-) m/z 156.10 100.00%
141 196
5000
115 128
63 76 13.60 13.80 14.00 14.20 14.40
ol 32 2L 00 ) 8898 | ABOLIT 192 207 | ";m/z 141.00  81.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28475: Naphthalene, 1,3-dimethyl-
1m.16
5000
13.60 13.80 14.00 14.20 14.40
s m/z 155.10 32.82%
o 27 39 51 63 76 gg 1o | 128

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28476: Naphthalene, 1,4-dimethyl-
1%6
141
13.60 13.80 14.00 14.20 14.40
5000 m/z 153.00 16.46%
115
1521 39518 Mg || )
B B o o B B R A mama
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28486: Naphthalene, 2,3-dimethyl- R e AR
1%6 13.60 13.80 14.00 14.20 14.40
141 m/z 115.00 13.86%
5000
115
15 27 39 51 63 76 g9 109p | 128 | ‘J
et e R R ERERR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 60 13. 80 14. 00 14.20 14.40

8270-BG081919.M Thu Aug 22 11:14:57 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2,3,5,6-Tetramethylbenzoic ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.33 4.62 ng 205356 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.5.6-Tetramethvlbenzoic acid 178 C11H1402 002604-45-7 86
2 2.3.4.5-Tetramethvlbenzoic acid 178 C11H1402 002529-39-7 43
3 2-Propenoic acid. 3-(4-methoxvph... 178 C10H1003 000830-09-1 27
4 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 22
5 Tetracyclo[5.3.1.1(2,6).0(4,9)]d... 192 C13H200 1000196-98-9 18
Abundance Scan 2083 (15.329 min): BG042393.D (-2080) (- m/z 178.05 100.00%
160 118
133
117
5000
91
39 . g3 77 145 15.00 15.20 15.40 15.60
51 103 . . . )
ol b 20 ' "m/z 160.05 86.38%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #43785: 2,3,5,6-Tetramethylbenzoic acid
117 160 178
133
5000 R A B B B
15.00 15.20 15.40 15.60
m/z 133.05 73.64%
145
o! L IIIIIIIIIIIIIIIIIII
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #43784: 2,3,4,5-Tetramethylbenzoic acid
178
13 160 15.00 15.20 15.40 15.60 |
5000 m/z 117.10 58.36%
o1 117
mz> 20 4 6 80 100 150 140 180 180 200
Abundance #43601: 2-Propenoic acid, 3-(4-methoxyphenyl)- I Aammann
178 15.00 15.20 15.40 15.60
m/z 170.10 41.32%
5000
161
63 77 133
39 51 ‘ 107118 ‘ 147
0|||||||||||‘||||‘l‘|‘| ‘ |M|||H|‘|||H|‘|||‘|||‘|‘|||”||||H||||||||||
m/z--> 20 40 0 100 120 140 160 180 200 15.00 15.20 15.40 15.60

8270-BG081919.M Thu Aug 22 11:14:58 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknownl15.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.48 6.53 ng 290006 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-propvnvl)- 130 C10H10 002749-93-1 35
2 1.4-Ethanonaphthalen-2-ol. 1.2.3... 174 C12H140 013153-78-1 27
3 1H-Indole. 1-methvl- 131 C9HOSN 000603-76-9 27
4 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 20
5 2-Methylindene 130 C10H10 002177-47-1 20

Abundance Scan 2109 (15.482 min): BG042393.D (-2105) (-) m/z 131.10 100.00%

181

5000

15.20 15.40 15.60 15.80

0! m/z 130.10 64 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13111: Benzene, 1- methyl 4-(1-propynyl)-
115 130
5000 LA L L L L L

15.20 15.40 15.60 15.80
m/z 161.00 60.25%

51 63 77 91102

0 NN,

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

Abundance #41129: 1,4-Ethanonaphthalen-2-ol, 1,2,3,4-tetrahydro-, (1...

130
e S E o
15.20 15.40 15.60 15.80
5000 m/z 176.05 55.73%
174
115
27 39 51 63 77 91102 | [ 141 156

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13986: 1H-Indole, 1-methyl- B s B s S
131 15.20 15.40 15.60 15.80

m/z 115.10 51.97%

5000

39 51 63 1F 89 10 116
\ |l

oH——f ittt e L e IMLELLE E e e

m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15. 60 15. 80

8270-BG081919.M Thu Aug 22 11:14:58 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 15 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.33 5.72 ng 318401 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2594 (18.331 min): BG042393.D (-2589) (-) m/z 181.05 100.00%

181

5000
73
i 115129 152167 o 256 8.00 18.20 18.40 18.60
|| N 227242°1" 274289 18.00 18.20 18.40 1
Otprrrrrrrldly m/z 180.05 96.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LI L L L L BN |
83 18.00 18.20 18.40 18.60
m/z 73.00 32.64%
213 256
TJJ 143107171185,
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

i e e
435 18.00 18.20 18.40 18.60

5000 129 m/z 60.05 29.20%

143157 214

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid R A ma e
43 571 78 18.00 18.20 18.40 18.60
m/z 43.10 24.88%
5000 129

185

241 284

14357171

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

I I T T
18.00 18.20 18.40 18.60

8270-BG081919.M Thu Aug 22 11:14:59 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 16 3-Quinolinecarbonitrile, 4-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.38 2.95 ng 174436 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Quinolinecarbonitrile., 4-amino... 185 C10H7N30 1000338-36-1 52
2 1-Cvano-4-cvclohexvlbenzene 185 C13H15N 027634-88-4 43
3 2-Naphthonitrile. 5.6.7.8-tetrah... 157 C11H11N 017104-67-5 38
4 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 35
5 2-Thiophenecarbothioamide, N-met... 157 C6H7NS2 107366-68-7 35
Abundance Scan 2943 (20.382 min): BG042393.D (-2939) (-) m/z 157.00 100.00%
1%7 185
129
5000
51 102 20.00 20.20 20.40 20.60
e 208 ) ) ) )
Obrrrttredrrrry i 0 227 251 281 306 829386 | {7 188 00 87.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #49453: 3- Qumollnecarbonétrlle, 4-amino-1,2-dihydro-2-oxo-
185
157
M/\.*
5000 USRI R
119 20.00 2020 20.40 20.60
39 65 102\ m/z 129.00 76.52%
0 -uLJ.?fQHPH..”.”.””.”.””.”.””“”.””.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #49562: 1-Cyano-4-cyclohexylbenzene
129
20.00 20.20 20.40 20.60
5000 185 m/z 128.00 20.52%
4l 67 89 | 156
0”II‘I”II\IL\”\I‘”LHIJH”‘I‘ |‘|||||||||||| |‘||| AR R RaEa R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #29231: 2-Naphthonitrile, 5,6,7,8-tetrahydro- L maa e
129 20.00 20.20 20.40 20.60
m/z 102.00 15.59%
5000 157
39 63 102
0’ e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 20.00 20.20 20.40 20.60

8270-BG081919.M Thu Aug 22 11:15:00 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 17 Octacosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.74 ng 220990 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3108 (21.351 min): BG042393.D (-3104) (-) m/z 55.10 100.00%
I W\”“A‘\AWW‘/
5000
167 193 226 252 574 296 21.00 21.20 21.40 21.60
ol ‘ / | 21420 3233 m/z 83.10 83.03%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 UL SRR DU B B B
mmmmmmmm
125 m/z 57.10 74.73%
o 29 l L153 181 209 236 264 292 322 364 392
m/z--> 50 160 150 260 2%0 360 350 '
Abundance #186968: n-Tetracosanol-1
57 8
21/00 21.20 2140 21.60
5000 11 m/z 69.10 74.02%
29
ol b | “J \} | ;167 195 222 250 280 308 336 ﬂMmmuwMMM“Mj\waﬁﬂwwwaﬂ
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #105686: 13-Tetradecen-1-ol acetate R BE T
43 21.00 21.20 21.40 21.60
83 m/z 97.10 73.67%
h ij\wm\‘
111
o | V\J ‘\‘11?9|167 194 224 254
m/z--> % 1& 1% 2& 2% 3m 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 18 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.21 4.39 ng 259478 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3424 (23.208 min): BG042393.D (-3419) (-) m/z 57.10 100.00%

g7

5000 85

:

I 141169 199211 225 22.80 23.00 23.20 23.40 23.60
I 1] J g T 1937, 295266286304 325 381 m/z 71.10 59.65%

m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane

%

5000 85 T T T T T T T T
22. 80 23. 00 23. 20 23. 40 23. 60

m/z 43.10 51.05%

L 4 N ML 160 197 225 253 o
Ottt} k A o e e e s o o o
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
R e RER R RS
85 22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 47.93%
29 113
oL 1. ‘ J |77, 24t 169 197 205 253 338
L B e e e e e o e e A o s e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 23.95%
85
5000
29 113
oL L LML 10 197 225 253 296
S I B HL L A e e o e e o B R B e B N
m/z--> 50 100 150 200 250 300 350 22. 80 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.M
Quant Title : 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 19 Tricosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24 .02 4.10 ng 308493 Perylene-d12 24 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 87
Abundance Scan 3562 (24.019 min): BG042393.D (-3557) (-) m/z 57.10 100.00%
7 n
5000
RN SR SO U B
141 169 211 239 23.80 24.00 24.20 24.40
o 266287309330 355 415 n/z 71.10 63.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
5000 85 RN B SUM U B
Bmmmmmmm
304 m/z 85.10 52.98%
. L J J1?1‘169 197 239 267 295
m/z--> - "go" 100 150 260 256 ” 566 - ééd - 266 -
Abundance #141426: Heneicosane
57
o ' 23.80 24.00 24.20 24.40
5000 m/z 43.10 52.95%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane e A BAREE B
57 23.80 24.00 24.20 24.40
m/z 55.10 20.74%
- I TV*WW“WW“MwNA/\Kﬁ¢~N\NMM~NMw
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 23. 80 24. oo 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042393.D

Aca On : 21 Aug 2019 21:16

Operator : HP/JU

Sample : K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 20 Dodecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.13 3.23 ng 243068 Perylene-di12 24.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Eicosane 282 C20H42 000112-95-8 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3921 (26.128 min): BG042393.D (-3916) (-) m/z 57.10 100.00%
g7
>0 ~\J\A~—
UV R SRR
25.80 26.00 26.20 26.40
225
I e e m/z 71.10 66.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
85
5000 UARVUARUBUARRE
25,80 26.00 26.20 26.40
29 141 m/z 85.10 55.36%
|
L o e R P 0 UL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
25.80 26.00 26.20 26.40
5000 85 m/z 43.10 54.41%
29
o J ‘j | ﬂ113 141 169 197 225 253 282
m/z--> 50 100 1%0 260 250 360 350 400
Abundance #215181: 2-methyloctacosane A R e
57 25.80 26.00 26.20 26.40
m/z 55.10 23.53%
h I fWAWMwWWMﬁwM/A\WMwﬂLNwwANwm
113
o2, ] 1177141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400 25,80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082119\
Data File : BG042393.D

Acq On : 21 Aug 2019 21:16

Operator : HP/JU

Sample - K4413-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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... 3.12 114.0 ng 1675840 1 8.01 294100 20.0
unknown? .54 7.54 51.8 ng 762295 1 8.01 294100 20.0
Indane 8.38 5.3 ng 78059 1 8.01 294100 20.0
Benzene, (1-methy... 10.23 7.7 ng 243099 2 10.83 634046 20.0
Bicyclo[2.2.1]hep... 11.57 4.7 ng 150041 2 10.83 634046 20.0
Benzene, 2-etheny... 11.94 2.8 ng 89873 2 10.83 634046 20.0
unknownl12 .04 12.04 2.9 ng 90926 2 10.83 634046 20.0
3-Oxabicyclo[4.1.... 12.79 3.0 ng 135410 3 14.66 888555 20.0
Naphthalene, 2,7-... 13.82 9.9 ng 438290 3 14.66 888555 20.0
2,5-Dimethylpheny... 13.91 2.8 ng 125931 3 14.66 888555 20.0
Naphthalene, 1,3-... 13.98 5.0 ng 220516 3 14.66 888555 20.0
2,3,5,6-Tetrameth... 15.33 4.6 ng 205356 3 14.66 888555 20.0
unknownl15.48 15.48 6.5 ng 290006 3 14.66 888555 20.0
n-Hexadecanoic acid 18.33 5.7 ng 318401 4 17.41 1114000 20.0
3-Quinolinecarbon... 20.38 3.0 ng 174436 5 21.69 1181610 20.0
Octacosanol 21.35 3.7 ng 220990 5 21.69 1181610 20.0
Tetracosane 23.21 4.4 ng 259478 5 21.69 1181610 20.0
Tricosane 24.02 4.1 ng 308493 6 24.95 1506060 20.0
Dodecane, 2-methyl- 26.13 3.2 ng 243068 6 24.95 1506060 20.0
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