LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 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-BG051520.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

5.546 411 418 423 rBvY 45779 86987 2.41% 0.196%
6.104 506 513 519 rBV2 27747 43830 1.21% 0.099%
rBv3 26303 58349 1.62% 0.132%
7.954 821 828 837 rVB 211196 378666 10.48% 0.855%
8.277 875 883 895 rvB3 100395 212183 5.87% 0.479%
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9.111 1020 1025 1036 rVB2 55474 114913 3.18% 0.260%
10.762 1298 1306 1313 rBV 273286 524834 14.53% 1.185%
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rvB7 24290 75750 2.10% 0.171%

11.338 1400 1404 1410 rVB5 21389 40214 1.11% 0.091%

1 11.690 1457 1464 1469 rBV4 37957 93664 2.59% 0.212%
11 11.761 1472 1476 1481 rBV6 20699 39139 1.08% 0.088%
12 11.919 1500 1503 1506 rBvV4 26699 38555 1.07% 0.087%
13 12.008 1514 1518 1523 rBV 123351 192877 5.34% 0.436%
14 12.372 1575 1580 1581 rBV3 57048 88136 2.44% 0.199%

15 13.030 1688 1692 1699 rBV3 148629 314062 8.69% 0.709%

16 13.218 1720 1724 1728 rVB 177646 258831 7.16% 0.585%

17 13.558 1780 1782 1786 rVB3 63561 71735 1.99% 0.162%
18 13.647 1792 1797 1799 rBv4 159327 299928 8.30% 0.677%
19 14.375 1918 1921 1924 rBV2 67911 76459 2.12% 0.173%

20 14.598 1954 1959 1964 rBV 413613 614130 17.00% 1.387%

21 16.020 2197 2201 2205 rBV 229834 418622 11.59% 0.946%
22 16.231 2234 2237 2241 rVB 369063 445917 12.34% 1.007%
23 16.507 2280 2284 2293 rVB 435160 743787 20.59% 1.680%
24 16.590 2294 2298 2302 rBV3 291716 468588 12.97% 1.058%
25 16.742 2321 2324 2333 rVB4 340607 645303 17.86% 1.457%

26 16.942 2355 2358 2363 rVB3 163573 239530 6.63% 0.541%
27 17.107 2383 2386 2392 rVB 266647 447828 12.40% 1.011%
28 17.253 2406 2411 2419 rBV2 596654 1371800 37.97% 3.098%
29 17.359 2423 2429 2433 rVV4 1155767 2374459 65.73% 5.363%
30 17.418 2436 2439 2448 rVV4 675719 1793731 49.65% 4_.051%

31 17.518 2449 2456 2459 rVVv3 790903 1513372 41.89%% 3.418%
32 17.559 2460 2463 2470 rVB4 397483 855391 23.68% 1.932%
33 17.624 2471 2474 2477 rBV 262608 289266 8.01% 0.653%
34 17.670 2477 2482 2487 rBV2 464233 927540 25.68% 2.095%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 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-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.735 2487 2493 2499 rBV3 849940 2022627 55.99% 4._.568%

36 17.888 2513 2519 2526 rBV2 909692 2246629 62.19% 5.074%
37 18.017 2537 2541 2548 rBV2 1879413 3612470 100.00% 8.159%
38 18.129 2557 2560 2562 rBV 349462 473157 13.10% 1.069%
39 18.446 2610 2614 2617 rBV2 460153 625428 17.31% 1.413%
40 18.722 2657 2661 2664 rBVY 834819 1058504 29.30% 2.391%

41 19.709 2826 2829 2832 rBV3 401730 583318 16.15% 1.317%
42 21.313 3098 3102 3110 rVB7 727363 1415651 39.19% 3.197%
43 21.612 3149 3153 3158 rVB2 1792368 2936923 81.30% 6.633%
44 21.835 3187 3191 3201 rVB4 950680 2032026 56.25% 4 _590%
45 21.935 3202 3208 3213 rBV4 946056 1962056 54.31% 4._.432%

46 22.164 3243 3247 3255 rVB4 879655 1716411 47.51% 3.877%
47 22.276 3261 3266 3276 rVBS5 668731 1968713 54.50% 4._447%
48 22.529 3304 3309 3315 rBV4 834912 1743444 48.26% 3.938%
49 22.922 3371 3376 3385 rVB3 666730 1491136 41.28% 3.368%
50 23.210 3420 3425 3439 rVB5 521259 1394305 38.60% 3.149%

51 23.668 3499 3503 3511 rVB3 383485 833691 23.08% 1.883%

Sum of corrected areas: 44274865
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
3500000 TIC: BG045589.D

3000000
2500000
2000000
1500000
1000000

500000 0 10.76

7.95 1
555  6.10 7.16 AQ% 9.11 nm%ﬂ 112,37

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 1000 1050 1100 1150 1200 1250

Abundance
3500000 TIC: BG045589.D et

18.02
3000000

21.31

2500000 22884

17.89 18.72 22.16

2000000 17.3617. 7k 19.7 2. 22.53
|75‘ * 15 148.45

1500000 1{

: n‘V
51
1000000 16.2%, ]5197417 10 W l “
14.60 160 l 16 g

500000 3 2215,. 85 14.37)

O e L B o LJLA e  LA  LALA 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: BG045589.D

3000000
2500000

2000000

2.92
23.21
1000000 23.67

1500000

500000

O

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\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Cyclohexanone, 3-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.03 10.23 ng 314062 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 64
2 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 64
3 Sulfurous acid. cvclohexvimethvl._.. 430 C25H5003S 1000309-22-6 59
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 58
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 50
Abundance Scan 1692 (13.030 min): BG045589.D (-1688) (-) m/z 97.05 100.00%
g7
5000 57 69
111
139 224 12.80 13.00 13.20 13.40
,....,“ "', l -“' A 120050154166 207 4239 0 "n/z 69.05  47.52%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #26707: Cyclohexanone, 3-butyl-
o7
5000 LR SN BN SULBULN I
55 12.80 13.00 13.20 13.40
1 m/z 57.05 46.61%
| 69 g3 154
I .. .||| I 1l 125139
m/z--> ' 60 80 100 120 140 160 180 200 220 240
Abundance
97
" 12:80 13.00 13.20 13.40
5000 m/z 55.05 28.39%
55
69

81 111 224
126 140 159 175188 206

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

Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester e BN s

97 12.80 13.00 13.20 13.40
m/z 111.10 27.53%

5000
55
43 1 83
29 | J | 111125 141 1565 169 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 80 13 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl3.65 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.65 9.77 ng 299928 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.5-dimethvl- 156 C11H24 017302-27-1 47
2 Pentane. 3-ethvl-2.3-dimethvl- 128 C9H20 016747-33-4 43
3 2H-Pvran. tetrahvdro-2-[(tetrahv... 186 C10H1803 000710-14-5 43
4 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 38
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 38
Abundance Scan 1798 (13.652 min): BG045589.D (-1792) (-) m/z 57.05 100.00%
57
5000 85
AL 0 s s 2 | 1340 1300 1960 170
— Jul L e m/z 69.05 42 .56%
m/z--> 50 100 150 200 250 300 350
Abundance #28440: Nonane, 2,5-dimethyl-
57
5000 LRI BN LN SULRLN IR
85 13140 13.60 13.80 14.00
- m/z 85.05 41 .30%
Ly I‘ |113 156
m/z--> 50 100 150 200 250 300 350
Abundance
57
13140 13.60 13.80 14.00
5000 o m/z 41.05 37 .98%
27
113
m/z--> 50 100 150 200 250 300 350
Abundance #49910: 2H-Pyran, tetrahydro-2-[(tetrahydro-2-furanyl)meth... R A EREEE EE S
85 13.40 13.60 13.80 14.00
m/z 55.05 31.84%
5000 43
syl T sgaier s
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl7.25 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.25 11.55 ng 1371800 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvlundecvl)- 246 C18H30 002719-61-1 42
2 Benzene. (1.3.3-trimethvlnonvl)- 246 C18H30 054986-44-6 38
3 Pvridine. 5-ethenvl-2-methvl- 119 C8HON 000140-76-1 38
4 2.4.4.6-Tetramethvl-6-phenvl-1-h... 230 C17H26 1000293-27-9 38
5 Bis[3,4-dimethylbenzyl]sulfone 302 C18H2202S 034277-83-3 38
Abundance Scan 2410 (17.248 min): BG045589.D (-2406) (-) m/z 105.05 100.00%
105
5000
4 79 ot6 17.00 17.20 17.40 17.60
it i [l 4133 162189 217 L0 274 308 446 Ts77119.05  66.94%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #99256: Benzene, (1-methylundecyl)-
105
5000 LR UL B U B
17.00 17.20 17.40 17.60
" m/z 91.05 28.24Y%
o L) a7 10 2P
miz--> 0 55 160 1éo 260 250 360 3éo 460 4%0
Abundance
105
' 17.00 17.20 17.40 17.60
5000 m/z 106.05 11.88%
57

20 | 79 127 161 gy 246
o T B B B e e

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #9142: Pyridine, 5-ethenyl-2-methyl- AL B ERaE RE RS L
119 17.00 17.20 17.40 17.60
m/z 41.05 11.40%
5000 o1
97 51
S ) O ——
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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-ethyldecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.42 15.11 ng 1793730 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 59
2 Benzene. (l-ethvlpropvl)- 148 C11H16 001196-58-3 53
3 Hexane. 3.4-diphenvl- 238 C18H22 005789-31-1 50
4 Benzene. (l-ethvlinonvl)- 232 C17H28 004536-87-2 50
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 50
Abundance Scan 2439 (17.418 min): BG045589.D (-2436) (-) m/z 91.05 100.00%
o
5000 119
a Y ol 203 260 " 17.20 17.40 17.60 17.80
0 ,....,"...'.I,.'.'??,'.. .,1....,....,.|...1,‘3.2].1.89... 225244 4 288 308 | Tn/z 119.05  40.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99243: Benzene, (1-ethyldecyl)-
o
5000 LN SR BV BRI B
119 17.20 17.40 17.60 17.80
a1 m/z 147 .05 18.93%
72 | 147 17 2}7 246
miz-> 20 40 eb 85 100 150 140 160 180 200 220 240 260 280 300
Abundance
91
" 17.20 17.40 17.60 17.80
5000 119 m/z 57.05 16.83%
148
26 a1 65
mwmmwmmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92581: Hexane, 3,4-diphenyl- B Ra e ERREE R
il 17.20 17.40 17.60 17.80
m/z 41.05 8.94%
119
5000{ ,q
I""I'"'I(?S'"‘I""I'1"”""I""::-fi's']'B?"' R S SR A S D AU L U U
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17.40 17.60 17.80

8270-BG051520.-M Thu Jun 04 17:54:30 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl7.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.52 12.75 ng 1513370 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 47
2 Benzene. (l-propvlnonvl)- 246 C18H30 002719-64-4 43
3 Benzene. (l-hexvlheptvI)- 260 C19H32 002400-01-3 43
4 Benzene. (1l-ethvlhexvl)- 190 C14H22 018335-15-4 35
5 1H-Tetrazol-5-amine, 1-(phenylme... 175 C8HON5 031694-90-3 35
Abundance Scan 2456 (17.518 min): BG045589.D (-2449) (-) m/z 91.05 100.00%
o
5000
133 S
a1 \ 189 217 535 260 17.20 17.40 17.60 17.80
ot 1 %, [ | 61 TP 07236 DY 291 322 389 77 105.05  36.82%
m/z--> 50 100 150 200 250 300 350
Abundance #111013: Benzene, (1-propyldecyl)-
o
5000 R R DU BN BN
17.20 17.40 17.60 17.80
133 m/z 133.05 25 .34%
22, " L7 ) s | 1e1181 217 260
m/z--> 50 100 150 200 250 300 350
Abundance
91
17.20 17.40 17.60 17.80
5000 m/z 119.05 20.81%
133
41 69 115 161 203 246
m/z--> " 50 100 150 200 250 300 350
Abundance #111012: Benzene, (1-hexylheptyl)- L L L N L B L BRI
el 17.20 17.40 17.60 17.80
m/z 92.05 9.36%
5000
175
119
2 B n 148 209 235 260
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl7.67 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.67 7.81 ng 927540 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1-(1-heptvldodecvl)-4-m... 358 C26H46 055191-36-1 35

2 2-Aziridinecarboxvlic acid. 2-be... 295 C19H21NO2 1000196-90-8 32
3 4.5-Dihvdro-4.4-dimethvl-2-phenv... 203 C12H13NO0O2 029637-55-6 25
4 Bicvclol4.2.0locta-1.4-diene. 7-... 196 C15H16 1000221-38-6 17
5 4-Piperidinone, 1-benzoyl- 203 C12H13N02 024686-78-0 16

Abundance Scand)2482 (17.670 min): BG045589.D (-2477) (-) m/z 105.05 100.00%
105
5000
3 71 133 189 17.40 17.60 17.80 18.00
217 288 : : : :
ot Ll 161 TI7 217230250 288 322 368 | 75 g1.05  30.71%
m/z--> 50 100 150 200 250 300 350
Abundance #189649: Benzene, 1-(1-heptyldodecyl)-4-methyl-
105
5000 LN L L L L L L L
17.40 17.60 17.80 18.00
m/z 71.05 13.53%
41 203 259
| , 6987 | 181 161 | 231 4 358
e e T
m/z--> 50 100 150 200 250 300 350
Abundance
45 105
N B AREREEEEE S
17.40 17.60 17.80 18.00
5000 m/z 117.05 12.27%
133 190
27 I 162 218236 295
- T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #63342: 4,5-Dihydro-4,4-dimethyl-2-phenyl-1,3-oxazin-6-one L B
105 17.40 17.60 17.80 18.00
m/z 43.05 10.95%
77
5000
56
Il
— N B AREREEEEE S
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Tridecane, 2-methyl-2-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.74 17.04 ng 2022630 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 59
2 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 59
3 Phenvl iso-butvl methvlcarbinvl ... 220 C14H2002 1000285-48-0 59
4 Benzene. 1.17-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 59
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 59
Abundance Scan 2494 (17.741 min): BG045589.D (-2487) (-) m/z 119.05 100.00%
119
5000
91
57 17.40 17.60 17.80 18.00
217
0 S, VR B0 A O ...'. .??.4.... 243260 288305 336 | n/7 105.05  41.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119
5000 L BRRUL B SUMRLN UM
17.40 17.60 17.80 18.00
a1 91 m/z 91.05 28.29%
5y e |4 15 a5 20m om psera
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
119
17.40 17.60 17.80 18.00
5000 m/z 120.05 11.32%
43 91
65 157 190
TWWWWWWFWWWFWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77361: Phenyl iso-butyl methylcarbinyl acetate B L B o o
119 17.40 17.60 17.80 18.00
m/z 57.05 9.45%
5000
43
o1 145
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Pentadecane, 2-methyl-2-phe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.89 18.92 ng 2246630 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 86
2 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 86
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 78
4 Benzene. (1.1-dimethvinonvl)- 232 C17H28 055191-25-8 78
5 2-Hexanone, 5-methyl-5-phenyl- 190 C13H180 014128-61-1 72
Abundance Scan 2519 (17.888 min): BG045589.D (-2513) (-) m/z 119.05 100.00%
119
5000
91 R S
41 17.60 17.80 18.00 18.20
69 175
O 2Pl L 145 15 224245264288 375 ny57 91,05 23.31%
m/z-> 0 50 100 150 200 250 300 350
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
5000 LR DA B SO B
17.60 17.80 18.00 18.20
41 91 m/z 105.05  12.37%
15, ) 60 | 1) 1e5 175 210z %2
m/z-> 0 50 100 150 200 250 300 350
Abundance
119
|17.60 17.80 18.00 18.20
5000 m/z 120.05 10.60%
41 91
15 69 145 175 203 231 274
m/z-> 0 50 100 150 200 250 300 350
Abundance #99264: Benzene, (1,1-dimethyldecyl)- R R B
119 17.60 17.80 18.00 18.20
m/z 41.05 8.15%
5000
41 91
s e | jwewse a2
m/z-> 0 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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, (1-methyldodecyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.02 30.43 ng 3612470 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 93
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 43
3 Benzoic acid. 2-methvl-. (2-meth... 240 C16H1602 055133-99-8 40
4 Benzene. (1-methvlundecvl)- 246 C18H30 002719-61-1 38
5 Pentadecane, 2-phenyl- 288 C21H36 004534-66-1 38
Abundance Scan 2541 (18.017 min): BG045589.D (-2537) (-) m/z 105.05 100.00%
5
5000
41 79 260 17.80 18.00 18.20 18.40
Obrerprrr Syl 230101 115 203221237 | 288305 836 | sz 119.05  25.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11d;LOZO. Benzene, (1-methyldodecyl)-
105
5000 L BRI SN UL B
17.80 18.00 18.20 18.40
m/z 91.05 19.58%
el 120147065 190 21723870
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105
' 17.80 18.00 18.20 18.40
5000 m/z 106.05 15.21%
16 41 & 133 161 189 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94255: Benzoic acid, 2-methyl-, (2-methylphenyl)methyl ester N B L RE e o s
17.80 18.00 18.20 18.40
m/z 260.20 7.29%
5000

133150 181 222240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40

8270-BG051520.-M Thu Jun 04 17:54:37 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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, (1-methyltridecyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.72 8.92 ng 1058500 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 83
2 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 76
3 Pentadecane. 2-phenvl- 288 C21H36 004534-66-1 68
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 68
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 59
Abundance Scan 2661 (18.722 min): BG045589.D (-2657) (-) m/z 105.05 100.00%
105
5000 W\/L\A
43 79 161 203 274 18.40 18.60 18.80 19.00
Obprrrofir@2tor bl 131 161 182 208 205245 T\ 803 331348 | 175 106.05  14.37%
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122974: Benzene, (1-methyltridecyl)-
105
5000 AR RN IR SRR
18.40 18.60 18.80 19.00
m/z 91.05 14.13%
4l 58 76 | 131 161 189 217 214
miz-> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
105
18.40 18.60 18.80 19.00
5000 m/z 104 .05 6.11%
7 129147165 190 217 238 20
TWWWWWWWWWWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134779: Pentadecane, 2-phenyl- B B
105 18.40 18.60 18.80 19.00
m/z 274.25 5.98%
B /L/\/\_/\‘AA/\P\A‘(
2 79| | 131 161182203 232 259 288
m/z--> 25&65%mmmmmmmmmnmm%mmmmmﬁo 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown21.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.31 9.64 ng 1415650 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.3.3-Tetramethvl-1.3-dioctvld... 358 C20H460Si2 018642-94-9 27
4-(2-Carbamovl-2-cvano-1-methvlv... 273 C14H15N303 1000311-98-1 25
3 3-Chlorophenvl-.beta.-phenvlprop... 260 C15H13CI02 023522-74-9 15
4 Silane. dimethvl(4-heptvloxv)non... 316 C18H4002Si 1000347-60-4 14
5 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 11
Abundance Scan 3102 (21.313 min): BG045589.D (-3098) (-) m/z 273.25 100.00%
213
133
5000
301329 4., 21.00 21.20 2140 2160
ol ald An m/z 133.05 78.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #189372: 1,1,3,3-Tetramethyl-1,3-dioctyldisiloxane
133
245
5000 AR S R AR
21. oo 21. 20 21. 40 21.60
73 m/z 117.05 68.05%
L D " T " "
Abundance
184 273
211 21.00 21.20 2140 21.60
5000 120 157 m/z 91.05 60.43%
65
39 92
244
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #110716: 3-Chlorophenyl-.beta.-phenylpropionate R R mEEE
105 ., 21.00 21.20 21.40 21.60
m/z 119.05 59.92%
5000
27517 | | ass 260
m/z--> 5'0 1(')0 1%0 2(')0 251;0 3(')0 3&1;0 4(')0 4&1;0 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown21.84 Concentration Rank 7

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

21.84 13.84 ng 2032030 Chrysene-di12 21.61

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 37
2 Phenvlacetic acid. 2..alpha...al... 178 C11H1402 029205-99-0 37
3 1.3-BisImethvl(trimethvlene)silv... 244 C11H2402Si2 1000217-00-1 35
4 1.1.3.3-Tetramethvl-1.3-dioctvld... 358 C20H460Si2 018642-94-9 32
5 3-Phenylpropionic acid, 2-fluoro... 244 C15H13F02 1000325-75-9 25

Abundance Scan 3192 (21.841 min): BG045589.D (-3187) (-) m/z 105.05 100.00%
105
133
5000
43
n S e R LI i e
ﬂ L 315 343 375 400 43, 21.60 21.80 22.00 22.20
Ot Ly m/z 133.05 79.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
5000 LINLIRL LI LI LI L L L LI LI
105 21.60 21.80 22.00 22.20
m/z 119.05 68.82%
39 i
15 )
L B o e M N LA B e o o o |
m/z--> 50 100 150 200 250 300 350 400
Abundance
105 133
R R EEEREEEs
21.60 21.80 22.00 22.20
5000 m/z 117.05 41 .88%
41 178
65
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #96863: 1,3-Bis[methyl(trimethylene)silyloxy]propane L e
133 21.60 21.80 22.00 22.20
m/z 91.05 41 .40%
5000
45
85 159
] L | 201
B e LA L B w R R EEEREEEs
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20

8270-BG051520.-M Thu Jun 04 17:54:38 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Pregnan-18-ol, (5.alpha.)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.94 13.36 ng 1962060 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 53
2 Malonodinitrile. 2-I3-dimethvlam... 273 C18H15N3 1000264-78-5 11
3 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 11
4 1H-Indene-1.3(2H)-dione. 2-(2-adu... 273 C18H11NO2 000083-08-9 11
5 Pyrido[3,4-b]benzothiophene-4-ca... 273 C13H8FN30S 1000265-50-3 10
Abundance Scan 3209 (21.941 min): BG045589.D (-3202) (-) m/z 105.05 100.00%
105 273
57 245
5000 131
| o 203
357 386 21.60 21.80 22.00 22.20
AL A ||, 328 414 446 476503 m/z 273.25 88 . 46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #148306: Pregnan-18-ol, (5.alpha.)-
67 213

5000

21.I60 21!80 22.IOO 22.20
m/z 117.05 81.37%

304
_'_'_l_'_'_'_'—'_'_'_'_'—'_'_'_'_'—'_'_'_'_'—'_'_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
273
e A
21.60 21.80 22.00 22.20
5000 m/z 57.05 77.74%
42
70 165 229
101 137 203
S B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217467: 1H-Cyclopenta[a]phenanthrene, 17-(1,5-dimethylhex... N RaEEE e o
190 259 21.60 21.80 22.00 22.20
m/z 287.25 75.67%
69
5000 109
43 137 231
163 414
301 369
e A
m/z--> 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 wunknown22.16 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.16 11.69 ng 1716410 Chrysene-d12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.3-Benzimidazole-l1-acetamide... 287 C17H25N30 1000351-15-0 15
2 Formic acid. benzovl-. (8"-phenv... 364 C24H2803 088002-15-7 15
3 Isoxazolol5.4-dlpvrimidine-4.6(5... 245 C12H11N303 035053-73-7 15
4 1H-Pvrazolol3.4-blauinoline. 3.6... 273 C18H15N3 1000302-05-0 11
5 2-(4-(Hydroxy(oxido)amino)phenyl... 315 C16H13N0O6 1000332-39-9 11
Abundance Scan 3246 (22.159 min): BG045589.D (-3243) (-) m/z 105.05 100.00%
105
o7 273
5000
329 357 400 21.80 22.00 22.20 22.40
oLt ,~.-|.E?L kl 445475 "m/z 119.05  78.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133793: 1H-1,3-Benzimidazole-1-acetamide, N,N-bis(2-methy...
57
131
5000 287 AR RRNARRRARRABARER/
21.80 22.00 22.20 22.40
L on | 196 ™ m/z 57.05 78.07%
Il b 188216 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
21.80 22.00 22.20 22.40
5000 oL m/z 117.05 71.51%
41
214
67 159 245269 364
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #97895: Isoxazolo[5,4-d]pyrimidine-4,6(5H,7H)-dione, 3a,7a... B EEaa s EEARAEEa
119 21.80 22.00 22.20 22.40
m/z 273.25 70.96%
5000
85 245
32 59 ’ 142
m/z--> 50 100 150 200 250 300 350 400 450 21/80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown22.28 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.28 13.41 ng 1968710 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvldecvloxvpropoxv- 274 C15H3402Si 1000346-92-0 27
2 1H-Indole-3-butanoic acid. 1-met... 245 C14H15NO3 040547-43-1 25
3 Tolcapone 273 C14H11NO5 134308-13-7 22
4 Pvrimidine-2.4.6(1H.3H.5H)-trion... 274 C13H14N403 346612-04-2 11
5 Naphtalene-1,3-dicarbonitrile, 5... 274 C18H14N20 1000259-78-7 11
Abundance Scan 3267 (22.282 min): BG045589.D (-3261) (-) m/z 119.05 100.00%

5000

22.00 22.20 22.40 22.60
m/z 105.05 87 .84%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122646: Silane, dimethyldecyloxypropoxy-
259
5000 LA L L L L L L L
22.00 22.20 22.40 22.60
0
77 119 147 m/z 273.25  84.41%
29 85 ||, | | 173 215
R i o o o T B L e s e o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

103 130 158 214 245

R B B e
8000 22.00 22.20 22.40 22.60
6000 m/z 245.20 60.51%
4000 186
2000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone B BER S
119 22.00 22.20 22.40 22.60
273 m/z 91.05 54 _.71%
5000
91
182
6‘5 M ‘ , 226
A A L e LA A B e e o R B B e
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown22.53 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .53 11.87 ng 1743440 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzhvdrazide. 4-nitro-N2-(5.5-d... 335 C15H17N306 1000263-98-3 14
2 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 11
3 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 11
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 11
5 (1-Cyclohexyl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 11
Abundance Scan 3309 (22.529 min): BG045589.D (-3304) (-) m/z 273.25 100.00%
105 213
57
131
5000
203 R o AR
QJ | 159 231 22.20 22.40 22.60 22.80
b Gl m/z 259.20 87.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173032: Benzhydrazide, 4-nitro-N2-(5,5-dimethyl-1,2,4-tri...
sl7 119
5000 U AR
91 150 259 22120 2240 22'60 22.80 |
l ‘ m/z 105.05 87 .40%
7 T 0 T i i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
01 22120 22.40 22.60 22.80
5000 m/z 57.05 80.48%
51
209233
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148306: Pregnan-18-ol, (5.alpha.)- I EEmEEE R
o7 273 22.20 22.40 22.60 22.80
m/z 287.25 75.93%
5000
304
_l_l—l_l_l_l_l—'_l_l_l_l—'_l_l_l_l—'_l_l_l_f LI I N B I B B B B N B B B B B
m/z--> 50 100 150 200 250 300 350 400 450 22120 2240 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown22.92 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.92 10.15 ng 1491140 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 25
2 Propionic acid. 3-(3-methvlbenzo... 328 C17H16N205 1000310-60-2 11
3 3-Methvlbenzoic acid. 2-biphenvl... 288 C20H1602 1000331-27-0 11
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 11
5 2-Methylbenzoic acid, 2-fluoroph... 230 C14H11FO2 1000325-60-5 11
Abundance Scan 3376 (22.922 min): BG045589.D (-3371) (-) m/z 259.25 100.00%
119 259

5000

400 22.60 22.80 23.00 23.20
371
o 315341 429455 487 m/z 119.05 83.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217467: 1H-Cyclopenta[a]phenanthrene, 17-(1,5-dimethylhex...
190 259

5000 69 109 R e A EEEEEmma
43 137 231 22.60 22.80 23.00 23.20

m/z 273.25 79.02%

163 414
301 369
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
N e e
91 22.60 22.80 23.00 23.20
5000 m/z 133.05 60 .05%
65 192
39 102 o1 267 328
T T T e T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #134699: 3-Methylbenzoic acid, 2-bipheny! ester I R REmma L
119 22.60 22.80 23.00 23.20
m/z 105.05 55.33%
5000
91
39 65 \ 168 288
L B e A W L
m/z--> 50 100 150 200 250 300 350 400 450 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown23.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.21 33.45 ng 1394310 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Crinan-1-ol. (1.alpha.)- 273 C16H19N03 041928-89-6 27
2 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 25
3 N-Methvlpiperidinol2.4-b.cl11.2.3... 273 C18H27NO 1000128-54-7 11
4 2-Naphthalen-2-vl-isoindole-1.3-... 273 C18H11NO2 1000310-57-1 11
5 Cobaltocene, 1,1"-diacetyl- 273 C14H14Co02 073249-54-4 11
Abundance Scan 3425 (23.210 min): BG045589.D (-3420) (-) m/z 273.25 100.00%
213
119

5000

22.80 23.00 23.20 23.40 23.60
m/z 287.25 90.91%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121917: Crinan-1-ol, (1.alpha.)-
273
5000 22. 80 23. 00 23 20 23. 40 23 60
m/z 119.05 81.90%
202 245
173 |
B —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67 273
R e S e R
109 22.80 23.00 23.20 23.40 23.60
5000 m/z 57.05 69.90%
163
135

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122047: N-Methylpiperidino[2,4-b,c]1,2,3,4-tetrahydro-3,4... IR e e e
273 22.80 23.00 23.20 23.40 23.60
m/z 105.05 68 .84%
5000

MﬁmmmmmmH

m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045589.D

Aca On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknown23.67 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.67 20.00 ng 833691 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 25
3 Benzamide. 2-methvl-N-(3-chloro-... 259 C15H14CINO 071267-56-6 22
4 2-Pvrazolin-3-carboxvlic acid. 5... 332 C18H24N204 346633-03-2 22
5 1H-Pyrazolo[3,4-b]Jquinoline, 3,6... 273 C18H15N3 1000302-05-0 15

Abundance Scan 3503 (23.668 min): BG045589.D (-3499) (-) m/z 119.05 100.00%

11 273

5000

414 23.40 23.60 23.80 24.00
342 384
o A48T "m/z 273.25 93.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone
119
273
5000 LA L L L L L L L
o1 23.40 23.60 23.80 24.00
182 m/z 133.05 71.88%
65
. 1.,152 | 226
R e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
190 259
 EEEEE R
23.40 23.60 23.80 24.00
5000 69 109 m/z 259.25 68.35%
43 137 231
163 414
301 369
T B B A e S e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109920: Benzamide, 2-methyl-N-(3-chloro-4-methylphenyl)- A T e e e
119 23.40 23.60 23.80 24.00

m/z 105.05 56.21%

5000 o1
259
s i

39 | 142 171194 224

Il

IIJIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII Trrryrrrryrrrrrrrrrrrrorr

T I I T
m/z--> 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060320\
Data File : BG045589.D

Acq On : 3 Jun 2020 20:21

Operator : CG/JU

Sample : L2831-02 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Cyclohexanone, 3-... 13.03 10.2 ng 314062 3 14.60 614130 20.0
unknownl13.65 13.65 9.8 ng 299928 3 14.60 614130 20.0
unknownl17 .25 17.25 11.6 ng 1371800 4 17.35 2374460 20.0
Benzene, (l-ethyl... 17.42 15.1 ng 1793730 4 17.35 2374460 20.0
unknownl17 .52 17.52 12.8 ng 1513370 4 17.35 2374460 20.0
unknownl7 .67 17 .67 7.8 ng 927540 4 17.35 2374460 20.0
Tridecane, 2-meth... 17.74 17.0 ng 2022630 4 17.35 2374460 20.0
Pentadecane, 2-me... 17.89 18.9 ng 2246630 4 17.35 2374460 20.0
Benzene, (1-methy... 18.02 30.4 ng 3612470 4 17.35 2374460 20.0
Benzene, (1-methy... 18.72 8.9 ng 1058500 4 17.35 2374460 20.0
unknown21.31 21.31 9.6 ng 1415650 5 21.61 2936920 20.0
unknown21.84 21.84 13.8 ng 2032030 5 21.61 2936920 20.0
Pregnan-18-ol, (6... 21.94 13.4 ng 1962060 5 21.61 2936920 20.0
unknown22 .16 22.16 11.7 ng 1716410 5 21.61 2936920 20.0
unknown22 .28 22.28 13.4 ng 1968710 5 21.61 2936920 20.0
unknown22 .53 22.53 11.9 ng 1743440 5 21.61 2936920 20.0
unknown22 .92 22.92 10.2 ng 1491140 5 21.61 2936920 20.0
unknown23.21 23.21 33.5 ng 1394310 6 24.77 833691 20.0
unknown23.67 23.67 20.0 ng 833691 6 24.77 833691 20.0
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