LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 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-BG121218 .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 3.132 4 7 11 rBV 98064 132216 3.86% 0.472%
2 3.168 11 13 22 rVB2 57736 85349 2.49% 0.305%
3 5.189 353 357 368 rVB 19270 35508 1.04% 0.127%
4 5.600 421 427 436 rBV 234109 400167 11.68% 1.428%
5 6.182 520 526 535 rVB 123511 203109 5.93% 0.725%
6 6.740 617 621 631 rVB3 19715 39687 1.16% 0.142%
7 7.210 693 701 716 rBV 150735 287899 8.40% 1.028%
8 7.580 753 764 777 rBV 420349 839360 24.50% 2.996%
9 7.786 794 799 805 rVB3 22915 41121 1.20% 0.147%
10 8.044 837 843 852 rBV 106334 190674 5.56% 0.681%
11 8.132 852 858 867 rVB 43919 78660 2.30% 0.281%
12 8.367 886 898 906 rBV 410695 762064 22.24% 2.720%
13 9.090 1010 1021 1025 rBV 26864 58945 1.72% 0.210%
14 9.225 1034 1044 1051 rBV 314076 593334 17.32% 2.118%
15 9.907 1155 1160 1166 rVB2 21566 35441 1.03% 0.126%
16 10.530 1260 1266 1272 rVV 29856 56714 1.66% 0.202%
17 10.688 1289 1293 1303 rBvV9 12971 37093 1.08% 0.132%
18 10.865 1314 1323 1329 rBvV 136315 282945 8.26% 1.010%
19 11.387 1407 1412 1417 rVB5 28242 56076 1.64% 0.200%
20 11.893 1496 1498 1505 rVB5 25410 38578 1.13% 0.138%
21 11.957 1505 1509 1513 rBV2 36591 68803 2.01% 0.246%
22 12.046 1520 1524 1529 rBV 116366 177991 5.19% 0.635%
23 12.181 1543 1547 1550 rBvV4 36806 59798 1.75% 0.213%
24 12.333 1570 1573 1579 rVB3 45074 62479 1.82% 0.223%
25 12.410 1581 1586 1587 rBV2 45896 70099 2.05% 0.250%
26 12.592 1614 1617 1622 rVB3 50666 70197 2.05% 0.251%
27 12.897 1666 1669 1673 rBV 40820 60124 1.75% 0.215%

28 13.068 1694 1698 1706 rBV 154942 359953 10.51% 1.285%
29 13.309 1732 1739 1744 rBV 943700 1608833 46.95% 5.742%
30 13.685 1798 1803 1804 rBV3 138444 204571 5.97% 0.730%

31 14.120 1874 1877 1883 rVB5 101192 199840 5.83% 0.713%
32 14.413 1923 1927 1931 rBV3 96304 195703 5.71% 0.698%
33 14.690 1969 1974 1980 rVB4 239211 467987 13.66% 1.670%
34 14.813 1991 1995 2001 rVB2 217698 335823 9.80% 1.199%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 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-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.424 2093 2099 2103 rBV 1064088 1729408 50.47% 6.172%

36 15.606 2127 2130 2134 rVB2 281629 379722 11.08% 1.355%
37 15.682 2139 2143 2147 rVV3 306370 449516 13.12% 1.604%
38 15.988 2192 2195 2199 rVB4 242197 320646 9.36% 1.144%
39 16.064 2205 2208 2212 rBV 381320 488802 14.27% 1.745%
40 16.105 2212 2215 2220 rVB 254374 346031 10.10% 1.235%

41 16.188 2224 2229 2238 rVB5 1054096 1781975 52.01% 6.360%
42 16.282 2242 2245 2250 rVV 733899 1014898 29.62% 3.622%
43 16.346 2254 2256 2260 rBVY 180751 202886 5.92% 0.724%
44 16.440 2269 2272 2276 rVB 561812 680256 19.85% 2.428%
45 16.564 2289 2293 2296 rBVY 610417 911082 26.59% 3.252%

46 16.781 2327 2330 2332 rBV2 189889 277801 8.11% 0.991%
47 17.098 2379 2384 2388 rVB 661186 948179 27.67% 3.384%
48 17.151 2389 2393 2395 rBV3 334996 514935 15.03% 1.838%
49 17.310 2413 2420 2429 rBV 1312843 3426332 100.00% 12.229%
50 17.427 2437 2440 2444 rBV3 290738 375077 10.95% 1.339%

51 17.598 2465 2469 2476 rVB2 474638 952488 27.80% 3.400%
52 17.780 2496 2500 2505 rBV 497510 892643 26.05% 3.186%
53 18.056 2545 2547 2548 rBV 255283 225511 6.58% 0.805%
54 18.086 2549 2552 2556 rVB2 586572 760741 22.20% 2.715%
55 19.584 2804 2807 2813 rVB3 591582 806540 23.54% 2.879%

56 20.042 2881 2885 2890 rVB 1501335 1907523 55.67% 6.808%
57 25.013 3725 3731 3742 rVB2 144576 428267 12.50% 1.529%

Sum of corrected areas: 28018400
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038900.D
2500000

2000000
1500000
1000000

500000 7.58 8.37
5.60
7.21 10.86
3\-\]}3’ 5.19 ]\ 6A18 6.74 |\ 7.798,@-413 QQA 9.91 10fg6q  11.39

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG038900.D
2500000 20.04

17.31

9.23
1 582.¢

o

18.09
2000000 16.19

|
6.2 17.1Q) 17 78] 4
1842 25,56 1730360 ‘ i
1§.18

1331 16.08. | Vu6|78

15.685 9h:
1000000 1551 111 i |

19.58

1500000

1416381
500000 307! 13.68 14.124.41

O T T T T T T T T T T T T T T T T T T T T T e T 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: BG038900.D
2500000

2000000
1500000
1000000

500000

%

S SRS S eSS Lol

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\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown6.18 Concentration Rank 14

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

6.18 21.30 ng 203109 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-Pvrazol-3-one. 1.2-dihvdro-1.... 126 C6H10N20 003201-26-1 37
2 1.3.5-Triazine-2.4.6-triamine 126 C3H6N6 000108-78-1 32
3 4(1H)-Pvrimidinone. 2.6-diamino- 126 C4H6N40 000056-06-4 27
4 4-Morpholineacetonitrile 126 C6H10N20 005807-02-3 25
5 1,3,5-Benzenetriol 126 C6H603 000108-73-6 22

Abundance Scan 526 (6.182 min): BG038900.D (-520) (-) m/z 43.00 100.00%
43.0
126.0
5000
58.0 68.0
84.9 5.80 6.00 6.20 6.40 6.60
111.0
...,....,....,....,|!:..,.'.':“,....,....,.'.'..,.?.7.?....,....,..".,... m/z 126.00  65.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11086: 3H-Pyrazol-3-one, 1,2-dihydro-1,2,5-trimethyl-
126.0
5000 43.0 BNEBI NN A
580 6.00 620 6.40 6.60
56.0 820 ggg 1110 m/z 40.00 44 .06%
|
1 1]
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10962: 1,3,5-Triazine-2,4,6-triamine
126.0
580 6.00 6.0 6.40 6.60
5000 43.0 m/z 38.95 29.30%
85.0
13.0 27.0 | 53.0 68"0 ! 99.0 110.0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10991: 4(1H)-Pyrimidinone, 2,6-diamino-
126.0 5.80 6.00 6.20 6.40 6.60
m/z 68.00 27.62%
5000
43.0
68.0 98.0
14.0 28‘0 \H‘ 56‘0 ! 8?0 ! 110.0 |
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 130 580 6.00 6.0 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 2

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

7.58 88.04 ng 839360 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 764 (7.580 min): BG038900.D (-753) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 U L IR L
40.0 540 ‘ 7.20 7.40 7.60 7.80 8.00
et el 80059 M miz 68.00  38.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I RN IR UL
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.21%
'”'m'”WJ'W””'P'”I”7hq”'P'”l”'W'”'P'”I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.27%
69.0
39.0 57.0 ‘
89.0 103.0 ‘
....,....ml‘..‘.,".‘.‘.,....,..‘??,....‘, .‘.,.‘l‘..,1.1.5.'9,...., —r
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine s E e R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.76%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 150 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Thiophene, 2-decyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.07 15.38 ng 359953 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-decvl- 224 C14H24S 024769-39-9 64
2 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 64
3 7-Ethvl-4-pentadecen-6-one 252 C17H320 1000374-07-7 53
4 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 50
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
Abundance Scan 1698 (13.068 min): BG038900.D (-1694) (-) m/z 97.00 100.00%
97.0
57.0
5000
41.0
81,0 143.0 224.2 12.80 13.00 13.20 13.40
ek P20 5T 167.01820 L ‘m/z 57.00 68.25%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #81082: Thiophene, 2-decyl-
97.0
5000 LSRN SUNN UGN B
12.80 13.00 13.20 13.40
m/z 69.00 49.25%
41.0 224.0
57.0 77.0 | 123.0139.0 :
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #81265: 2,4,4,6,6,8,8-Heptamethyl-2-nonene
97.0
12.80 13.00 13.20 13.40
5000 m/z 55.00 39.23%
55.0
224.0
“\ | 8.0 | 13301200  159.0175.0 193.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104163: 7-Ethyl-4-pentadecen-6-one N EEE
97.0 12.80 13.00 13.20 13.40
m/z 111.00 35.06%
140.0
5000
55.0
390 |, 700 \ 1250 | 181.0 20?'0
m/z--> 40 60 80 100 120 140 160 180 200 220 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4-Methylbenzoic acid, 4-met... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.81 14.35 ng 335823 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlbenzoic acid. 4-methoxv-... 236 C14H2003 1000354-15-4 64
2 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 53
4-(4-Methvlbenzovl)-1-piperazine... 232 C13H16N202 1000332-13-8 53
4 2-l1sothiocvanato-2.4-dimethvl-4-_... 233 C14H19NS 1000293-27-6 50
5 Benzoic acid, 4-methyl-, N"-(6-c... 314 C16H15CIN40 1000316-53-7 50
Abundance Scan 1995 (14.813 min): BG038900.D (-1991) (-) m/z 119.00 100.00%
119.0
91.0
5000
147.0
189.1 14.40 14.60 14.80 15.00 15.20
ol 169.0 209.1 232.1252.2 /7 91.00 68 570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90612: 4-Methylbenzoic acid, 4-methoxy-2-methylbutyl ester
119.0
5000 SRR B SRR UL
58.0 14.40 14.60 14.80 15.00 15.20
91.0 m/z 105.00 41.03%
200 |, | , ,148.0 1900 2360
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240
Abundance #75968: Benzene, (1-ethyloctyl)-
91.0
14.40 14.60 14.80 15.00 15.20
5000 119.0 m/z 57.00 35.95%
41.0
220 | .65.0 | L 1470 18?0 218.0
m/z--> 20 40 eb 85 100 150 150 160 180 200 250 280
Abundance #87515: 4-(4-Methylbenzoyl)-1-piperazinecarbaldehyde A RREEE RS
119.0 14.40 14.60 14.80 15.00 15.20
m/z 41.00 24 .26%
5000 91.0
620 232.0
280 ‘\ I | 1480 1740 204.0 |
m/z--> 2'0 ' ' 80 100 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Diethyltoluamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.42 73.91 ng 1729410 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 94
3 3-(4-MethvlbenzovbDacrvlic acid 190 C11H1003 020972-36-5 72
4 Benzamide. N-(l.l-dimethvlethvl)... 191 C12H17NO 042498-32-8 58
5 m-Toluic acid, 2-butyl ester 192 C12H1602 005448-57-7 50
Abundance Scan 2098 (15.418 min): BG038900.D (-2093) (-) m/z 119.00 100.00%
119.0
5000 1.0 190.0
62.0 15.20 15.40 15.60 15.80
39.0 162.0 : : : :
0 ...,....,....,-.|.. SRR (124 ol ..|..,..2.??.9..2‘,“.‘?.1.2]‘3.‘??. m/z 190.00 50.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53785: Diethyltoluamide
119.0
5000 190.0 e IURRE REEES pe s
91.0 15.20 15.40 15.60 15.80
65.0 m/z 91.00 41.39%
39.0 | 1 162.0 .
m/z--> 20 40 eb 80 100 120 140 1éo 180 200 220 240 260
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119.0
1520 15.40 15.60 15.80
5000 m/z 191.00 18.86%
91.0 190.0
65.0
420 ‘ | 139.0 162.0 h
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 240 260
Abundance #52839: 3-(4-Methylbenzoyl)acrylic acid R e RN e
119.0 15.20 15.40 15.60 15.80
m/z 65.00 16.93%
5000 91.0
65.0 190.0
:II-|4|O||||3|9‘|IOI‘II|‘I‘II||||‘||||||‘lllllfl-|4|5||0| |||| TTTTTTTTT |||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl5.61 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.61 16.23 ng 379722 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Bromo-5-methyl-3-trifluorom... 389 C15H15BrF3N30 1000300-23-4 40
2 1-Bromo-5-I3-methvIiphenvllpentane 240 C12H17Br 1000211-83-1 38
3 2-Phenvl-5.6-dihvdro-4H-1.3-oxazine 161 C10H11NO 019029-45-9 38
4 Heptane. 2.6-diphenvl-3-methvl- 266 C20H26 1000161-22-5 37
5 Ketone, phenyl 2-thiazolyl 189 C10H7NOS 007210-75-5 35
Abundance Scan 2131 (15.612 min): BG038900.D (-2127) (-) m/z 105.00 100.00%
106.0
5000
161.0
57.0 \ 1891 15.20 15.40 15.60 15.80 16.00
) SN |, doa b | avazerosor S e 60 27 42%
m/z--> 50 100 150 200 250 300 350
Abundance #206909: 2-(4-Bromo-5-methyl-3-trifluoromethyl-pyrazol-1-y...
106.0
5000 161.0
770 15.20 15.40 15.60 15.80 16.00
m/z 91.00 24 .13%
42.0 \ I 241.0
bbb Ll 110 [ 2700 311.0 350.0 389.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #93609: 1-Bromo-5-[3-methylphenyl]pentane
106.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 189.05 15.91%
41.0 77.0 161.0 240.0
S Y ,....ZO?Q. T —
m/z--> 50 100 150 200 250 300 350
Abundance #31554: 2-Phenyl-5,6-dihydro-4H-1,3-oxazine Sefpptind] femped Seator e e
105.0 15.20 15.40 15.60 15.80 16.00
770 m/z 57.00 13.18%
5000 161.0
39.0
-WP“-“ R e e AL LN UL AU SR B
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknownl5.68 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.68 19.21 ng 449516 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 2-hvdroxv-1-phenvl- 164 C10H1202 016183-46-3 30
2 4-Piperidinone. 1-benzovl- 203 C12H13N02 024686-78-0 10
3 Benzaldehvde. 3-bromo-5-methoxv-... 334 C16H15Bro03 351066-31-4 10
4 4 .5-Dihvdro-4.4-dimethvl-2-phenv... 203 C12H13NO2 029637-55-6 10
5 Propanamide, 2-benzoylamino-3-ph... 372 C24H24N202 1000295-62-7 10
Abundance Scan 2143 (15.682 min): BG038900.D (-2139) (-) m/z 105.00 100.00%
105.0
5000
147.0

57|'O ‘ | 1750 203.1 15.40 15.60 15.80 16.00
2461 : : :

ool bbb L ATSO | 2461 03 U100 44910

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #33361: 1-Butanone, 2-hydroxy-1-phenyl-

105.0

5000 e
15.40 15.60 15.80 16.00

77.0 147.0 m/z 97.00 35.37%

41.0
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #63293: 4-Piperidinone, 1-benzoyl-
105.0

77.0 15.40 15.60 15.80 16.00
5000 m/z 147.00 27 .79%

203.0

51.0
175.0
260 |l 146.0 ~°

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172034: Benzaldehyde, 3-bromo-5-methoxy-4-[(4-methylpheny... =
105.0 15.40 15.60 15.80 16.00

m/z 57.00 17.52%

5000

510 /7.0 1450 17502010 229.0254.0 2860 3360

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15 60 15. 80 16. 00

8270-BG121218.M Thu Jan 03 05:27:26 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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,l1-dimethyldecyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.06 26.06 ng 488802 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l.1-dimethvildecvI)- 246 C18H30 027854-40-6 87
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 86
3 Cvclohexanone. 5-methvl-2-(1l-met... 230 C16H220 097275-48-4 64
4 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 64
5 p-Toluic acid, 4-chlorophenyl ester 246 C14H11Cl02 1000307-76-5 64
Abundance Scan 2207 (16.058 min): BG038900.D (-2205) (-) m/z 119.00 100.00%
119.0
5000
91.0
410 690 147.0 1750 2031204 1246.167 1 15.80 16.00 16.20 16.40
o} : : ; : : m/z 91.00 33.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99264: Benzene, (1,1-dimethyldecyl)-
119.0
5000 LI S BN SULLLN I
15.80 16.00 16.20 16.40
41.0 91.0 m/z 105.00 20.27%
50y L6900 | L | amo im0 oo 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119.0
15,80 16.00 16.20 16.40
5000 m/z 41.00 14.01%
91.0
57.0
29.0 7 \ | 1470 175.0 2460
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86232: Cyclohexanone, 5-methyl-2-(1-methyl-1-phenylethyl)- R RERRE RS L
119.0 15.80 16.00 16.20 16.40
m/z 43.00 10.93%
5000
91.0
41.0
70.0 L 1450 171.0 197.0 230.0
m/z--> 25 45 60 80 160 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40

8270-BG121218.M Thu Jan 03 05:27:27 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Benzene, (l1-ethyldecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.28 54.12 ng 1014900 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvI)- 246 C18H30 002400-00-2 64
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 50
3 2.5-Dimethvilbenzvl chloride 154 C9H11ClI 000824-45-3 50
4 2-l1sothiocvanato-2.4-dimethyl-4-_.. 233 C14H19NS 1000293-27-6 50
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 50
Abundance Scan 2245 (16.282 min): BG038900.D (-2242) (-) m/z 119.00 100.00%
119.0
91.0
5000
57.0 B S B e
217.1
16.00 16.20 16.40 16.60
S O ESTIN 161.0185.9 2061 m/z 91.00 74.52%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99241: Benzene, (1-ethyldecyl)-
91.0
5000 1190 LA L L L L L L L
16.00 16.20 16.40 16.60
41.0 m/z 105.00 44 _.83%
£5.0 | | 14701759 1[0 2460
m>m&&mmmmmmmmmmmmﬁ
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
16,00 16.20 16.40 16.60
5000 m/z 133.00 39.81%
91.0
38.0 65.0 | \
I (N l
m>m&&%@mmmmmmmmmmﬁ
Abundance #27594: 2,5-Dimethylbenzyl chloride e e e A ERE
119.0 16.00 16.20 16.40 16.60
m/z 57.00 19.00%
5000
154.0
91.0
27.0 ?80 | ‘ 1l \
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60

8270-BG121218.M Thu Jan 03 05:27:28 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Benzene, (1,1,4,6,6-pentame... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.44 36.27 ng 680256 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 78
2 Benzene. (1.1-dimethvlnonvI)- 232 C17H28 055191-25-8 78
3 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 78
4 2.4.4.6-Tetramethvl-6-phenvl-1-h.._. 230 C17H26 1000293-27-9 78
5 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 78
Abundance Scan 2272 (16.440 min): BG038900.D (-2269) (-) m/z 119.00 100.00%
119.0
5000
91.0 M Al A S S
41.0 16.20 16.40 16.60 16.80
Orrrrprrrrbrret 8% el o 1570, 1890 2311 2601 2942 sz 91.00  24.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylnheptyl)-
119.0
5000 LI BN UL BN B
16.20 16,40 16.60 16.80
570 OLO m/z 120.00 10.87%
29.0) 7 | 147.0 175.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119.0
' 16.20 16.40 16.60 16.80
5000 m/z 41.00 9.66%
91.0
moAﬂ)%o | 147.0 175.0 2%0
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 250 260 280
Abundance #99264: Benzene, (1,1-dimethyldecyl)-  EREmEEEE s S
119.0 16.20 16.40 16.60 16.80
m/z 57.00 6.14%
5000
41.0 91.0
150y 4 890 |y A 1430 1750 207.0 2400 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16,40 16.60 16.80

8270-BG121218.M Thu Jan 03 05:27:28 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknownl6.78 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.78 14.81 ng 277801 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DiethvImalonic acid. monochlorid... 290 C15H27CI03 1000369-49-2 38
2 2-Chloro-2.4-dimethvlpentane 134 C7H15CI 035951-33-8 32
3 2-Butanol. 3-(1.3.3-trimethvlbut... 188 C11H2402 074810-44-9 27
4 Tetrabutoxvmethane 304 C17H3604 025335-30-2 16
5 4-Heptanone, 2,2,3,3,5,5,6,6-oct... 226 C15H300 016424-66-1 16
Abundance Scan 2330 (16.781 min): BG038900.D (-2327) (-) m/z 57.00 100.00%
57.0
5000 105.0
130 P 5 16.40 16.60 16.80 17.00
' 1 2311 - - - -
1240 2601 2951 "n/7 105.00  48.34%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136003: Diethylmalonic acid, monochloride, 2,4,4-trimethy...
57.0
5000 AR SR BRI UL B
99.0 16.40 16.60 16.80 17.00
‘ m/z 99.05 44 _79%
200 | || | |, 1280 16L0 1474 233.0255.0
miz-> 20 40 60 80 160 150 140 1éo 180 200 220 240 260 280 |
Abundance #15174: 2-Chloro-2,4-dimethylpentane
57.0
00.0 16.40 16.60 16.80 17.00
5000 ' m/z 119.00 37 .65%
35. 133.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51532: 2-Butanol, 3-(1,3,3-trimethylbutoxy)- e e
57.0 16.40 16.60 16.80 17.00
m/z 91.00 32.38%
5000
99.0
29. 0“ | 143.0
[l | l
m/z--> 25 40 eb 85 160 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BG121218.M Thu Jan 03 05:27:31 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknownl17.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.10 50.56 ng 948179 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3".4"-Acetoxvlide 163 C10H13NO 002198-54-1 49
2 Acetamide. N-methvIl-N-(4-methvlp... 163 C10H13NO 000612-03-3 47
3 Acetamide. N-(2.5-dimethviphenvl)- 163 C10H13NO 002050-44-4 47
4 Acetamide. N-(2.4-dimethvlphenvl)- 163 C10H13NO 002050-43-3 43
5 Benorilate 313 C17H15N05 005003-48-5 43
Abundance Scan 2384 (17.098 min): BG038900.D (-2379) (-) m/z 121.00 100.00%
12.0
5000 163.0 ’ l
"0 o 1891 16.80 17.00 17.20 17.40
248.1 : . .
0 219.1 278.2 m/z 163.00 51.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32811: 3',4'-Acetoxylide
121.0
163.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—

5000
16.80 17.00 17.20 17.40

m/z 105.00 32.58%

43.0 77.0
15.0 Ll | I I
A R B L B B R L ABARRaamsRszazesSy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32878: Acetamide, N-methyl-N-(4-methylphenyl)-
121.0
R REa e ARA RS S
16.80 17.00 17.20 17.40
5000 163.0 m/z 117.00 27 .61%
43.0
650 10
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32868: Acetamide, N-(2,5-dimethylphenyl)- AR B e
121.0 16.80 17.00 17.20 17.40
m/z 57.00 24 _.13%
5000 163.0
43.0 77.0
L N K P Y N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. 00 17. 20 17. 40

8270-BG121218.M Thu Jan 03 05:27:32 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2,4,4,6-Tetramethyl-6-pheny... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.31 182.70 ng 3426330 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6-Tetramethvl-6-phenvl-1-h__.. 230 C17H26 1000293-27-9 87
2 Benzene. (l.1-dimethvIinonvI)- 232 C17H28 055191-25-8 78
3 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 78
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 78
5 Benzene, l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 72
Abundance Scan 2420 (17.310 min): BG038900.D (-2413) (-) m/z 119.00 100.00%
118.0
5000 91.0
O oo | | ) aas0 1730 01711 271 s 17.00 17.20 17.40 17.60
Ol R b ot 1450 1730 2031 2311 2741 3083 1777 91.00  40.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86251: 2,4,4,6-Tetramethyl-6-phenyl-1-heptene
119.0
5000 91.0 17.00 17.20 17.40 17.60
5.0 m/z 105.00 14 .46%
| 1450 1740 230.0
m/z--> 20 40 éo 85 160 120 140 160 180 200 220 240 260 280 300
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119.0
17.00 17.20 17.40 17.60
5000 m/z 41.00 12.06%
91.0
mofw)%o ‘ | | 147.0 175.0 2%0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl- I e R ma s
119.0 17.00 17.20 17.40 17.60
m/z 120.00 11.26%
5000
41.0 91.0
150, b g50. | L | 150 umoamoao  2a0 e W VT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60

8270-BG121218.M Thu Jan 03 05:27:32 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Indole-3-carboxylic acid, 5... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.60 50.79 ng 952488 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole-3-carboxvlic acid. 5-hvdr... 219 C12H13NO3 073975-59-4 50
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 47
3 3H-Pvrazol-3-one. 2.4-dihvdro-5-... 219 C10H9N303 006402-09-1 47
4 12-Azabicvclol9.2.21pentadeca-1(... 219 C14H21NO 1000185-25-1 46
5 BH-Indolo(2,3-b)quinoxaline 219 C14H9N3 000243-59-4 46
Abundance Scan 2469 (17.598 min): BG038900.D (-2465) (-) m/z 219.00 100.00%
218.0
105.0
5000

17.20 17.40 17.60 17.80 18.00
248.1
2881 82221 /7 105.00 56.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76458: Indole-3-carboxylic acid, 5-hydroxy-1,2-dimethyl-,...
219.0
188.0
5000 LA L L L L L L L L L
17. 20 17. 40 17. 60 17. 80 18 00
m/z 91.00 26 .35%
400 650 940 131.0 1990
IIIIIIIIIIIIIIIIIIIIIIIIII.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89102: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219.0
s M m B
17.20 17.40 17.60 17.80 18.00
5000 m/z 119.00 20.57%
191.0
57.0
200 1 90 13101500
nl | |
A L m e e A aaanana!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76277: 3H-Pyrazol-3-one, 2,4-dihydro-5-methyl-2-(4-nitrop... B e I
219.0 17.20 17.40 17.60 17.80 18.00
m/z 220.00 18.20%
5000
122.0
41.0
J 90.0 ‘ 150.0 1770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 20 17.40 17.60 17.80 18.00

8270-BG121218.M Thu Jan 03 05:27:33 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038900.D

Aca On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample : J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Hexanone, 5-methyl-5-phenyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.78 47 .60 ng 892643 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 64
2 Benzene. (1.1.2-trimethvlpropvl)- 162 C12H18 026356-11-6 64
3 Benzene. 1.1°-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 64
4 Cvclohexanone. 5-methvl-2-(1-met... 230 C16H220 097275-48-4 59
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 59

Abundance Scan 2500 (17.780 min): BG038900.D (-2496) (-) m/z 119.00 100.00%
119.0
5000
91.0
370 175.1 17.40 17.60 17.80 1800
. 217.1 - : . :
o 147.0 2451 2882 m/z 105.00 44.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53089: 2-Hexanone, 5-methyl-5-phenyl-
119.0
5000 17.40 17.60 17.80 1800
43.0
910 m/z 91.00 34.59%
650 | . | 157.0 1900
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32290: Benzene, (1,1,2-trimethylpropyl)-
119.0
17.40 17.60 17.80 1800
m/z 57.00 16.67%
5000 910 0
41.0
Ll 850y |y 162.0
e o Mo 13 i 10 e ol 3 ok 2 350 a0
Abundance #92601: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis e EEER RS
119.0 17.40 17.60 17.80 18.00
m/z 41.00 13.17%
5000
91.0
41.0
.| 650 . ]l 141.0165.0189.0 238.0
mz—> 20 46 60 éo 100 120 140 160 180 200 220 240 260 280 300 1740 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG010219\
Data File : BG038900.D

Acq On : 2 Jan 2019 20:13

Operator : JU/SJ

Sample - J6587-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
unknown6.18 6.18 21.3 ng 203109 1 8.05 190674 20.0
unknown7 .58 7.58 88.0 ng 839360 1 8.05 190674 20.0
Thiophene, 2-decyl- 13.07 15.4 ng 359953 3 14.69 467987 20.0
4-Methylbenzoic a... 14.81 14.4 ng 335823 3 14.69 467987 20.0
Diethyltoluamide 15.42 73.9 ng 1729410 3 14.69 467987 20.0
unknownl15.61 15.61 16.2 ng 379722 3 14.69 467987 20.0
unknownl15.68 15.68 19.2 ng 449516 3 14.69 467987 20.0
Benzene, (1,1-dim... 16.06 26.1 ng 488802 4 17.44 375077 20.0
Benzene, (l1-ethyl... 16.28 54.1 ng 1014900 4 17.44 375077 20.0
Benzene, (1,1,4,6... 16.44 36.3 ng 680256 4 17.44 375077 20.0
unknownl16.78 16.78 14.8 ng 277801 4 17.44 375077 20.0
unknownl17.10 17.10 50.6 ng 948179 4 17.44 375077 20.0
2,4,4,6-Tetrameth... 17.31 182.7 ng 3426330 4 17.44 375077 20.0
Indole-3-carboxyl... 17.60 50.8 ng 952488 4 17.44 375077 20.0

4

2-Hexanone, 5-met... 17.78 47.6 ng 892643 17.44 375077 20.0
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