LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 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-BG092519 .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 3.123 3 6 15 rVB2 81672 163405 4.91% 0.752%
2 3.205 15 20 36 rvB 735354 1121924 33.69% 5.162%
3 5.138 345 349 359 rBV 34361 55661 1.67% 0.256%
4 5.620 425 431 446 rBV2 157517 288474 8.66% 1.327%
5 7.212 693 702 715 rBV3 106095 258615 7.77% 1.190%
6 7.576 756 764 774 rBV 275524 519073 15.59% 2.388%
7 8.035 835 842 850 rBV 151721 269803 8.10% 1.241%
8 8.358 889 897 903 rBV 472973 864558 25.96% 3.978%
9 8.411 903 906 917 rVB 102613 167989 5.04% 0.773%
10 9.145 1024 1031 1034 rBV 73066 125648 3.77% 0.578%
11 9.198 1034 1040 1059 rvB3 376106 877434 26.35% 4_.037%
12 9.621 1107 1112 1115 rBV5 22298 33338 1.00% 0.153%
13 9.668 1115 1120 1126 rVB 66175 110245 3.31% 0.507%
14 10.032 1173 1182 1187 rBvV5 20617 47508 1.43% 0.219%

15 10.238 1207 1217 1226 rBVv3 180517 344119 10.33% 1.583%

16 10.837 1308 1319 1325 rBV2 200186 462973 13.90% 2.130%

17 10.884 1325 1327 1333 rVV5 53939 98280 2.95% 0.452%
18 10.949 1333 1338 1345 rVB 59073 110673 3.32% 0.509%
19 11.307 1393 1399 1407 rVB4 27992 54358 1.63% 0.250%
20 11.419 1410 1418 1424 rBvV4 32621 65589 1.97% 0.302%
21 11.501 1424 1432 1439 rVV3 34869 70346 2.11% 0.324%

22 11.754 1467 1475 1482 rVB2 73735 140487 4.22% 0.646%
23 11.942 1502 1507 1515 rVB2 124902 228006 6.85% 1.049%

24 12.030 1517 1522 1529 rBV5 16792 33516 1.01% 0.154%
25 12.165 1536 1545 1550 rBV5 32572 65012 1.95% 0.299%
26 12.218 1550 1554 1564 rVB3 62123 119015 3.57% 0.548%
27 12.318 1564 1571 1576 rBvV4 18827 49715 1.49% 0.229%
28 12.382 1576 1582 1589 rVV3 87568 165574 4.97% 0.762%
29 12.459 1591 1595 1604 rVB2 21802 42632 1.28% 0.196%
30 12.706 1628 1637 1648 rBV2 115038 326261 9.80% 1.501%
31 13.005 1683 1688 1694 rVB4 28323 51394 1.54% 0.236%
32 13.287 1727 1736 1747 rBV 1127857 1859704 55.84% 8.557%
33 13.599 1783 1789 1794 rBV4 31309 73233 2.20% 0.337%
34 13.716 1805 1809 1814 rVB2 51857 82173 2.47% 0.378%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 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-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.834 1823 1829 1836 rBv4 52110 123993 3.72% 0.570%

36 13.986 1848 1855 1861 rBV2 109961 217884 6.54% 1.002%
37 14.110 1871 1876 1882 rBV 134718 188297 5.65% 0.866%
38 14.216 1890 1894 1898 rBV 73644 131095 3.94% 0.603%
39 14.251 1898 1900 1905 rVB2 60534 76994 2.31% 0.354%
40 14.310 1906 1910 1915 rVB5 50764 73718 2.21% 0.339%

41 14.380 1917 1922 1931 rVB2 85752 161404 4._.85% 0.743%
42 14.474 1931 1938 1941 rBV9 22180 51122 1.54% 0.235%
43 14.662 1963 1970 1976 rBV2 379413 624456 18.75% 2.873%
44 14.727 1976 1981 1989 rVB2 72321 140470 4.22% 0.646%

45 15.132 2045 2050 2054 rVB2 39442 64987 1.95% 0.299%
46 15.279 2069 2075 2080 rBV2 91049 176599 5.30% 0.813%
47 15.432 2097 2101 2106 rBV3 27552 46697 1.40% 0.215%
48 15.620 2129 2133 2137 rVB5 24471 40382 1.21% 0.186%
49 15.702 2143 2147 2154 rVB3 56237 89883 2.70% 0.414%

50 15.831 2165 2169 2174 rBV 150767 240389 7.22% 1.106%

51 16.149 2218 2223 2233 rVB 501430 819610 24.61% 3.771%
52 16.766 2323 2328 2336 rBV2 75427 145813 4_.38% 0.671%
53 17.406 2432 2437 2442 rBV2 412259 646395 19.41% 2.974%
54 18.299 2585 2589 2597 rBV2 261251 382774 11.49% 1.761%
55 19.568 2802 2805 2817 rVB5 61430 95258 2.86% 0.438%

56 20.021 2876 2882 2895 rBV 2390834 3330249 100.00% 15.323%
57 20.814 3013 3017 3021 rVB3 51068 65500 1.97% 0.301%
58 21.319 3098 3103 3113 rBV 317633 521990 15.67% 2.402%
59 21.677 3158 3164 3176 rVB2 462740 823810 24.74% 3.790%
60 21.865 3192 3196 3202 rVB2 121541 177617 5.33% 0.817%

61 22.471 3294 3299 3314 rVB 162238 300564 9.03% 1.383%
62 23.164 3411 3417 3426 rVB 190057 364544 10.95% 1.677%
63 23.352 3446 3449 3455 rVB5 23258 38286 1.15% 0.176%
64 23.963 3545 3553 3562 rVB 190811 411624 12.36% 1.894%
65 24.897 3701 3712 3727 rVB4 409720 1304684 39.18% 6.003%

66 26.031 3898 3905 3915 rVB2 115653 321872 9.67% 1.481%
67 26.166 3923 3928 3938 rVB2 16047 50280 1.51% 0.231%
68 27.377 4128 4134 4142 rVB6 48216 138270 4._.15% 0.636%

Sum of corrected areas: 21734245

8270-BG092519.M Mon Oct 21 02:12:25 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043281.D

2000000

1500000

1000000

3.21

500000

0' 5.14
Time--> 3.50 4.00 450 500 550 6.00 6.50

Abundance

TIC: BG043281.D
20.02

2000000

1500000

13.29

1000000

21.68
21.32

21.87

500000
22.47

20.81

B

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: BG043281.D
2000000
1500000
1000000
500000 24.90
23.16 23.96 A 26.03
5 27.38
”23.35 ‘l K@;ﬂ

e e e e e e e

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\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 7

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

3.12 12.11 ng 163405 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 87
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 59
4 Cvyclobutanone. 2-methvl- 84 C5H80 001517-15-3 59
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 47

Abundance Scan 6 (3.123 min): BG043281.D (-3) (-) m/z 56.10 100.00%
56
84
5000 41
|7 "ob 5 ko ik
0...,....,....,....,.|'...,'.-'.' et B2 Tm/z 84.10 64.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1456: Cyclohexane
56
4 84
5000 RN A A RN RN
3.20 3.30 3.40 3.50
69 m/z 41.10 44 .59%
0 ‘“ ‘l 49 |I| . 7 h
"W'”'P'”I“'W'“' JUNMERENRRENRRRRA LSS BARAS BRRSS SURRE BAREE
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50
5000 m/z 55.10 34.29%
69 84
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1333: 2-Amino-oxazole
84 3.20 3.30 3.40 3.50
m/z 39.10 30.31%
56
5000
42
0'“l“'w'“'w'”vﬂ'w”&'w'“l”"'M"'“l“'w'“'w'“l“'w'
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.21 83.17 ng 1121920 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 21 (3.211 min): BG043281.D (-15) (-) m/z 73.10 100.00%
(<} h
5000 43
3.20 3.30 3.40 3.50 3.60
0 239 342 m/z 43.10 37.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #4492: Butane, 2-methoxy-2-methyl-
(<}
5000
55 3.20 3.30 3.40 3.50 3.60
- m/z 55.10 28.72%
o 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 87.10 28.53%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.63%
5000 f
45
29‘
OI IU”H”I\I - \I |||]|-0|1||| T ”” T ”” ”” ”” ”” T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3 unknown7.58 Concentration Rank 3

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

7.58 38.48 ng 519073 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 765 (7.582 min): BG043281.D (-756) (-) m/z 132.00 100.00%
132 A
5000 68
96
40 5y -8 06 7.20 7.40 7.60 7.80 8.00
01 L m/z 68.10 38.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 51 m/z 134.00 36.29%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 740 7.60 7.80 8.00
5000 og 116 m/z 66.05 27.09%
L ‘h Ll “ Al 158 189
0'"|""|""|""|""|""| LA L UL DR
m/z--> 20 40 100 120 140 160 180
Abundance #14503 lH Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.84%
5000
15 28 39 52 %3 77 00 104, |
s Tl e ik e e e 720 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Indane Concentration Rank 6

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

8.41 12.45 ng 167989 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 74
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 53
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 47

Abundance Scan 906 (8.411 min): BG043281.D (-903) (-) m/z 117.10 100.00%
117
5000 A
63 91 ”........” T
39 51 77 103 8% Mosm Mosm
o S — m/z 118.10 62.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8949: Indane
117
5000

8.00 820 8.40 8.60 8.80
39 m/z 115.10 31.36%

58 91
ol 13 27 77 | 103
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8963: Benzene, 1-propenyl-
117

8.00 8.20 8.40 8.60 8.80

5000 m/z 91.10 21.80%
91
27 39 51 g5 78 ‘ 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8967: Benzene, cyclopropyl-
117 8.00 8.20 8.40 8.60 8.80
m/z 63.05 11.44%
5000 o1
39 51 65 78 103
S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

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

9.15 9.31 ng 125648 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
2 o-Cvmene 134 C10H14 000527-84-4 64
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 64
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60

Abundance Scan 1032 (9.151 min): BG043281.D (-1024) (-) m/z 119.10 100.00%
119
5000
91 132
39 51 63 7|7 ‘ 1(|’5 ‘ 8.80 9.00 9.20 9.40
Ol prrrrprrrrprr e ittt e sl el | Tm/Zz 117.10 71.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 8.80 9.00 9.20 9.40
2 9 s m/z 91.10 32.15%
o s 21 3 SLeg | ]
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14806: o-Cymene

8.80 9.00 9.20 9.40
m/z 115.10 28.88%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

8.80 9.00 9.20 9.40
m/z 132.10 27 .55%

5000

a
LI L L L L B L L LB L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.24 14.87 ng 344119 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 96
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 94
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 87
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87

Abundance Scan 1217 (10.238 min): BG043281.D (-1207) (-) m/z 117.10 100.00%

117

-

5000
132
51 65 77 ot 10.00 10.20 10.40 10.60
39 > 103 145 160 e
o m/z 132.10 34.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 10.00 10.20 10.40 10.60
m/z 119.10 33.28%
o7 39 S 65 7/ 105 ||
Olerprrrrprrseprertyrrrriter pbepreh et et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 10.00 10.20 10.40 10.60
5000 m/z 115.10 31.40%
91
51 77
n | 65 | 105
o S < PR GNP PR SN | [ N—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 10.00 10.20 10.40 10.60
m/z 131.10 17.73%
5000 132
51 7 ot
..P%?.P.%n..f?”..ﬂ.fwéan,..u,..”q.”.fﬂ?...lw..u,U”.,”..P..w..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.07 ng 140487 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 94
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 93
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
Abundance Scan 1474 (11.748 min): BG043281.D (-1467) (-) m/z 131.10 100.00%
131
5000 146
o1 115
39 51 65 77 | 104 | il | 11.40 11.60 11.80 12.00
Obrrrprrrrprrrr e s prbr et et prdbp et e pedie e | MZz 146.10 38.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 11.40 11.60 11.80 12.00
7 39 115 m/z 115.05 18.83%
oL 15 AR/ A I )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131
11.40 11.60 11.80 12.00
5000 146 m/z 91.10 15.86%
27 39 5 91 115
0"'w%?w"m|'“'H“"ﬁ“'w§i'f“T?v"wt'“l}ﬂél“wﬁ"AH'“'l““'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 11.40 11.60 11.80 12.00
m/z 129.10 13.81%
5000
o1 146
271 39 51 g3 77 1s
0'“l““v'“VH'ﬁ“ﬁb“w”“Wth““T'“ﬁﬁ'th'WMH'w”ml““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.85 ng 228006 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 70
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 70
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 55
4 Benzene. l1-methvl-4-(1-methvl-2-_... 146 C11H14 097664-18-1 55
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 55
Abundance Scan 1507 (11.942 min): BG043281.D (-1502) (-) m/z 131.05 100.00%
131
5000
o1 146
115
39 51 63 77 | I 162 11.60 11.80 12.00 12.20
Obrrprrrrprredrosteellbee bty ....,....,!-...,....,...'.'!..':,..'.-.,....,....,. m/z 135.05  69.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 11.60 11.80 12.00 12.20
91 115 m/z 136.00 65.92%
27 39 51 63 77 103
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146 A AR AR AR B
11.60 11.80 12.00 12.20
5000 91 m/z 91.10 42 _.31%
39 105 115
0--.----.----‘k‘----.‘-‘---.-‘i‘-‘-.---‘l‘.----.---- SN T N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 11.60 11.80 12.00 12.20
m/z 146.05 34 .79%
146
5000
a 115
SLoes o | w05 ) )
OIIIIII IIIIIIIIIIIII‘IIIIIIIIIIIIIIII‘llllllllll‘l R I e ]
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.22 5.14 ng 119015 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 94
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 91
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91

Abundance Scan 1554 (12.218 min): BG043281.D (-1550) (-) m/z 131.10 100.00%
5000
146
o1 115
51 64 77 103 12.00 12.20 12.40 12.60
0 ..,....,....,....‘,‘.1...,....,..-..~,...'.,....,'....,....,..|!.,...'!||!...,.. 159 m/z 146.05  34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 12.00 12.20 12.40 12.60
29 e m/z 115.05 20.42%
o 27 51 63 7 o1 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
12.00 12.20 12.40 12.60
5000 m/z 129.10 13.38%
o1 146
271 39 51 g3 77 1
0 |||||||||||‘||||||‘|||||i‘|‘|||||‘l‘u||||‘|||||||‘||||:|I-f)|3|||||‘l‘|||n‘l“l:||||H|‘|||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Mﬁ
Abundance #21623: Benzene, (1-methyl-1-butenyl)- R ) HA B "R V.S
131 12,00 12.20 12,40 12.60
m/z 132.05 12.03%
91
5000
146
27 3 " 103 T
O'WEEP“M“Jﬂ“JM“vm'“”'HN“HHMWH“V“ML“PAWH“V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 5-Methoxyindane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.38 7.15 ng 165574 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methoxvindane 148 C10H120 1000342-73-8 53
2 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 51
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 50
4 Benzaldehvde. 2.4.6-trimethvl- 148 C10H120 000487-68-3 46
5 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 43
Abundance Scan 1582 (12.382 min): BG043281.D (-1576) (-) m/z 147.00 100.00%
147
5000 118
91
39 63 196 438 12.00 12.20 12.40 12.60
0 Wl o m/z 148.00 72.36%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #22617: 5-Methoxyindane
147
5000
117 12.00 12.20 12.40 12.60
15 5 7 m/z 131.10 50.12%
0‘
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #23291: 3-Methylbenzothiophene
148
12.00 12.20 12.40 12.60
5000 m/z 118.10 44 _46%
45 69 115
07 “Jﬂ'mm?a'u"h'"'I”"I""I""I"'W""I
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #23298: Benzo[b]thiophene, 2-methyl-
147 12.00 12.20 12.40 12.60

m/z 146.15 28.28%

5000

45 74 115
0 Ay gl |
L o e o LA e e O ESE

m/z--> 0 50 100 150 200 250 300 350 400 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.99 6.98 ng 217884 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
Abundance Scan 1856 (13.992 min): BG043281.D (-1848) (- m/z 156.10 100.00%
141 1%6
5000
115
41 51 83 76 %0 102 128 66 180 13.60 13.80 14.00 14.20 14.40
ol U«-LLM&WW m/z 141.00 99.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28490: Naphthalene, 2,6-dimethyl-
1%6
5000 141

13.60 13.80 14.00 14.20 14.40
m/z 115.10 33.89%

15 27 39 51 63 77 g9 102 1° 128 | |
ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28498: Naphthalene, 1,4-dimethyl-
156
141 R e
13.60 13.80 14.00 14.20 14.40
5000 m/z 155.10 31.89%
115
0 27 39 51 65 /7 89 102 | 7 | JH
L o e e L A e ML 2 i o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28495: Naphthalene, 1,3-dimethyl-
156 13.60 13.80 14.00 14.20 14.40
141 m/z 118.05 23.82%
5000
115 128
27 39 51 63 76
Y V... B W WY 1
m/z--> 20 40 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20 14.40

8270-BG092519.M Mon Oct 21 02:12:30 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Naphthalene, 1,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14._.38 5.17 ng 161404 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
Abundance Scan 1922 (14.380 min): BG043281.D (-1917) (-) m/z 141.10 100.00%
141
156
5000
77 1z 14.00 14.20 14.40 14.60
39 51 63 91 102 | :00 14.20 14.40 14.
3 S N Y FONN Y IO vl vl ,~.-'I'-. Al W,'. 2 10 ' "m/z 156.10  74.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156
141
5000

14.00 14.20 14.40 14.60
m/z 115.10 25.73%

11
oL 15 27 39 51 63 17 g9 102
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl-
156
R N RRE S S RRRREE
141 14.00 14.20 14.40 14.60
5000 m/z 155.10 20.11%
AR T e 0 ) I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28483: Naphthalene, 2,7-dimethyl-
1%6 14.00 14.20 14.40 14.60
m/z 128.05 18.93%
141
5000
77 115 128
R el ol O - Y MY N
m/z--> 20 40 60 80 100 120 140 160 180 14. OO 14. 20 14. 40 14.60

8270-BG092519.M Mon Oct 21 02:12:31 2019 Page: 15



Data Path :

Data File : BG043281.D

Aca On - 18 Oct 2019 18:
Operator : JU

Sample - K5406-02

Misc :

ALS Vial : 4 Sample Multi

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\

44

plier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,6,7-trimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.28 5.66 ng 176599 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
2 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 96
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2075 (15.279 min): BG043281.D (-2069) (-) m/z 155.05 100.00%
1%5
5000
1o 15.00 15.20 15.40 15.60
3955 76 97 192 : : : :
o 2 223 327 "m/z 170.10 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170
5000
15.00 15.20 15.40 15.60
1 m/z 153.10 25.09%
oL 27 51 76 100,128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38364: 4,6,8-Trimethylazulene
170
15,00 15.20 15.40 15.60
5000 m/z 152.10 22 .54%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38375: Naphthalene, 2,3,6-trimethyl- e AR R EE R
170 15.00 15.20 15.40 15.60
m/z 169.10 20.25%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60

8270-BG092519.M Mon Oct 21 02:12:31 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Naphthalene, 1-(2-propenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.83 7.70 ng 240389 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 74
2 1.1°-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 70
3 1.1°-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 60
4 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 53
5 Diphenylmethane 168 C13H12 000101-81-5 49

Abundance Scan 2169 (15.831 min): BG043281.D (-2165) (-) m/z 168.10 100.00%
168
153
5000
105115 128139 15.60 15.80 16.00 16.20
o % 132193 206 m/z 153.10 69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36908: Naphthalene, 1-(2-propenyl)-
153 168
5000

15.60 15.80 16.00 16.20
m/z 167.10 62.12%

6!
28 39 51

14

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36898: 1,1'-Biphenyl, 2-methyl-
168
15.60 15.80 16.00 16.20
5000 m/z 165.10 42.40%
153
39
| 5163 83 115158141 ‘ “
0 S N N FEDUTYN VTR o o il M| E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36901: 1,1-Biphenyl, 3-methyl-
168 15.60 15.80 16.00 16.20
m/z 152.10 39.55%
5000
152
82
L ol U OV ol 0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20

8270-BG092519.M Mon Oct 21 02:12:32 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.30 11.84 ng 382774 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2589 (18.299 min): BG043281.D (-2585) (-) m/z 73.05 100.00%
. 78
129
5000 213
157171
143 185199 18.00 18.20 18.40 18.60
281
(o} m/z 43.10 96.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 R AR U BN R
83 18.00 18.20 18.40 18.60
157 213 m/z 60.10 84.11%
| 143 171185199
Ol rrprrrr i
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
> RN BN B
18.00 18.20 18.40 18.60
5000 m/z 57.10 78.71%
29
0 ..1.5,... .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e
78 18.00 18.20 18.40 18.60
43 m/z 55.10 75.30%
0 UL BN BN BN
m/z--> 18.00 18.20 18.40 18.60

8270-BG092519.M Mon Oct 21 02:12:32 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 12.67 ng 521990 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 93
Abundance Scan 3103 (21.319 min): BG043281.D (-3098) (-) m/z 57.10 100.00%
g7
83
5000
111
LIRS IR DAL SUNRRE
139 168 21.00 21.20 21.40 21.60
ok ALy A7 68 209233257280 343 “nsz 43.10  75.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 SR LU SRR BRI IR
29 11 21.00 21.20 21.40 21.60
m/z 55.10 74.02%
0 L L 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83 21.00 21.20 21.40 21.60
5000 m/z 83.10 61.64%
29 111
o J ) 1 L \139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate S iamameeses
57 21.00 21.20 21.40 21.60
m/z 71.10 54 _36%
83
5000
111
29
obi }139 109 210 238 283 434
m/z--> 50 100 150 200 250 300 350 400 21.00 2120 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22 .47 7.30 ng 300564 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3299 (22.471 min): BG043281.D (-3294) (-) m/z 57.10 100.00%

57
5000 85

113 2220 22140 2260 22.80
141161183 209 239 284
0...-,.J. 11 b A o R S m/z 71.10 69.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

5000
22 20 22.40 22.60 22.80
m/z 43.10 63.71%

o 113 141 169 197 205 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57

s e
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 47 .28%
113 141
oL2) 4 77,141 169 197 225 253 281 300 337 365 393 422
T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
7 nmnmnmnm

m/z 55.10 31.37%

h T ‘M\M\KANW\'W
29
|y (M2 141 169 197 205 253 281 309 337 365 394

I

ol e e A e R A SRR

m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 19 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.16 8.85 ng 364544 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3416 (23.158 min): BG043281.D (-3411) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 22.80 23.00 23.20 23.40
ok A1 i“, LA P97 225252 283308 351 429 | nz 71,10 63.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85
22.80 23.00 23.20 23.40
29 m/z 43.10 60.93%
113
0 ||| T 141 1169 197 225 253 281 309 338
m/z--> 50 160 150 260 250 300 350 460
Abundance #141426: Heneicosane
57
o 22.80 23.00 23.20 23.40
5000 m/z 85.05 42 .98%
29 113
oL L. | L) 777,241 160 107 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #194493: Hexacosane
57 22.80 23.00 23.20 23.40
m/z 55.10 27 .37%
5000 85
. i } | ) 1M 141 169 107 205 253 295 303 367
m/z--> % 1& ﬁo M 250 %o ﬁ)4& nmmmmmmm

8270-BG092519.M Mon Oct 21 02:12:33 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101819\
Data File : BG043281.D

Aca On : 18 Oct 2019 18:44

Operator :© JU

Sample = K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.96 6.31 ng 411624 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3552 (23.957 min): BG043281.D (-3545) (-) m/z 57.10 100.00%
57 q
5000 85
T T
155 183 23.60 23.80 24.00 24.20
o LA LLLL, 190183 225055261 mpsase  ae9 ot USU 60 44l
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane
57
5000 85 RN
Bmmmmmmm
m/z 43.10 64 .09%
L2 Rz 00
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
23.60 23.80 24.00 24.20
5000 o m/z 85.10 50.88%
29 13
o | 1141 183211 253 282
miz--> 0 55 160 1%0 200 250 300 3éo 460 4éo
Abundance #215181: 2-methyloctacosane
57 23.60 23.80 24.00 24.20
m/z 55.10 26.92%
B | WV’\J\\VM
0 29 11?141169197225 267 295 365393
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 400 4éo 23 60 23. 80 24 00 24'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101819\
Data File : BG043281.D

Acq On : 18 Oct 2019 18:44

Operator : JU

Sample - K5406-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.12 12.1 ng 163405 1 8.03 269803 20.0
Butane, 2-methoxy... 3.21 83.2 ng 1121920 1 8.03 269803 20.0
unknown7 .58 7.58 38.5 ng 519073 1 8.03 269803 20.0
Indane 8.41 12.4 ng 167989 1 8.03 269803 20.0
Benzene, 2-ethyl-_._. 9.15 9.3 ng 125648 1 8.03 269803 20.0
1-Phenyl-1-butene 10.24 14.9 ng 344119 2 10.84 462973 20.0
1H-Indene, 2,3-di... 11.75 6.1 ng 140487 2 10.84 462973 20.0
Benzene, (1,2-dim... 11.94 9.8 ng 228006 2 10.84 462973 20.0
Benzene, (2-methy... 12.22 5.1 ng 119015 2 10.84 462973 20.0
5-Methoxyindane 12.38 7.2 ng 165574 2 10.84 462973 20.0
Naphthalene, 2,6-... 13.99 7.0 ng 217884 3 14.66 624456 20.0
Naphthalene, 1,5-... 14.38 5.2 ng 161404 3 14.66 624456 20.0
Naphthalene, 1,6,... 15.28 5.7 ng 176599 3 14.66 624456 20.0
Naphthalene, 1-(2... 15.83 7.7 ng 240389 3 14.66 624456 20.0
n-Hexadecanoic acid 18.30 11.8 ng 382774 4 17.41 646395 20.0
3-Eicosene, (E)- 21.32 12.7 ng 521990 5 21.68 823810 20.0
Nonadecane 22.47 7.3 ng 300564 5 21.68 823810 20.0
Tetracosane 23.16 8.8 ng 364544 5 21.68 823810 20.0
Heneicosane 23.96 6.3 ng 411624 6 24.89 1304680 20.0
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