LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 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-BG041520.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 3.175 11 15 25 rvB 72532 129491 1.87% 0.244%
2 5.577 417 424 445 rVB 1456342 2560306 37.06% 4.816%
3 7.175 687 696 708 rBY 1573515 2946574 42 .65% 5.543%
4 8.009 830 838 844 rBV 285131 522530 7.56% 0.983%
5 8.332 885 893 907 rVB 1364184 2524244 36.53% 4.748%

9.167 1027 1035 1044 rVB 1118690 2034435 29.44% 3.827%
9.625 1105 1113 1125 rBV2 55864 116592 1.69% 0.219%
1306 1315 1321 rBV 406466 769160 11.13% 1.447%
10.864 1321 1324 1329 rVB 78565 124038 1.80% 0.233%
12.468 1590 1597 1603 rVB2 42617 81338 1.18% 0.153%

QOO ~NO®
=
o
(00]
=
=

11 13.267 1725 1733 1740 rBV 3075288 4966531 71.88% 9.343%
12 14.089 1866 1873 1879 rBV 400482 579378 8.39% 1.090%
13 14.642 1958 1967 1974 rBV2 671701 1092821 15.82% 2.056%
14 15.041 2029 2035 2042 rVB4 36712 71844 1.04% 0.135%
15 16.134 2213 2221 2228 rBV 2662436 4228052 61.19% 7.954%

16 16.480 2275 2280 2288 rBV 70354 97444 1.41% 0.183%
17 16.692 2309 2316 2321 rVB2 57323 142099 2.06% 0.267%
18 17.297 2415 2419 2427 rVB 69608 101375 1.47% 0.191%
19 17.391 2428 2435 2439 rBV 790066 1311348 18.98% 2.467%
20 17.426 2439 2441 2450 rVB 122335 184879 2.68% 0.348%

21 17.896 2517 2521 2526 rVB4 48401 70932 1.03% 0.133%
22 18.184 2566 2570 2576 rVB 108702 154695 2.24% 0.291%
23 18.284 2581 2587 2590 rBV5 75699 137875 2.00% 0.259%
24 18.583 2635 2638 2648 rVB5 56297 101184 1.46% 0.190%
25 18.971 2701 2704 2708 rBV2 82381 108571 1.57% 0.204%

26 19.206 2741 2744 2750 rVB2 88999 125037 1.81% 0.235%
27 19.435 2779 2783 2786 rBV 170886 236075 3.42% 0.444%
28 19.464 2786 2788 2792 rVB3 78308 87216 1.26% 0.164%
29 19.705 2825 2829 2833 rVB7 75572 94989 1.37% 0.179%
30 19.793 2840 2844 2854 rVB2 192948 384341 5.56% 0.723%

31 20.005 2873 2880 2885 rBV 4901686 6909431 100.00% 12.998%

32 20.316 2931 2933 2938 rVB4 89125 94449 1.37% 0.178%
33 20.398 2943 2947 2952 rVB 172227 241630 3.50% 0.455%
34 20.539 2968 2971 2974 rVB4 58384 72049 1.04% 0.136%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 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-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.633 2983 2987 2990 rBV 545075 671551 9.72% 1.263%

36 20.675 2990 2994 3001 rVB 326267 445104 6.44% 0.837%
37 20.857 3021 3025 3033 rVvB6 111539 163154 2.36% 0.307%
38 20.992 3045 3048 3053 rvB2 173763 223306 3.23% 0.420%
39 21.127 3067 3071 3075 rBV 122495 161108 2.33% 0.303%
40 21.303 3097 3101 3109 rBV3 452346 734994 10.64% 1.383%

41 21.650 3154 3160 3165 rBV2 732218 1241211 17.96% 2.335%
42 21.861 3193 3196 3199 rBVY 91094 116810 1.69% 0.220%
43 21.914 3200 3205 3212 rVB 479781 789905 11.43% 1.486%
44 21.996 3214 3219 3228 rVV2 402170 891948 12.91% 1.678%
45 22.073 3229 3232 3238 rVB 178530 246695 3.57% 0.464%

46 22.167 3244 3248 3255 rVB 187690 331227 4._.79% 0.623%
47 22.302 3264 3271 3277 rBV2 1005788 2439657 35.31% 4 _589%
48 22.360 3277 3281 3288 rVB 505759 938028 13.58% 1.765%
49 22.443 3289 3295 3300 rBVY 454642 912055 13.20% 1.716%
50 22.595 3315 3321 3325 rBV 355697 697035 10.09% 1.311%

51 22.631 3325 3327 3334 rVB 261406 400834 5.80% 0.754%
52 22.854 3359 3365 3373 rVB 380457 729445 10.56% 1.372%
53 23.154 3410 3416 3422 rBV 493118 890135 12.88% 1.674%
54 23.312 3436 3443 3453 rVB 637063 1305468 18.89%% 2.456%
556 23.952 3547 3552 3558 rBV2 98806 219275 3.17% 0.412%

56 24.840 3693 3703 3724 rVB3 865258 3032228 43.89% 5.704%
57 27.718 4182 4193 4208 rVB2 541287 2095647 30.33% 3.942%
58 31.478 4829 4833 4834 rBV4 62646 79241 1.15% 0.149%

Sum of corrected areas: 53159014
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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: BG045140.D
5000000

4000000
3000000

2000000

7.18
5.58 8.33
9.17

1000000

801 10.81
3.17 9.62 14.86 1247

e T o T L S SR A,

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG045140.D
5000000 20,00

4000000

13.27

3000000 16.13

2000000

22.30

21.65
1000000 14.64 17.39 mm ﬂ% 2%@
14.09 j
J ﬂ 15.04 ALJmmw ﬁﬁMmM@%%BQ% ?

O o e B o o o L B i e B LA I I o o I R I R R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16 50 17. OO 17. 50 18 00 18. 50 19. OO 19. 50 20 00 20. 50 21. OO 21. 50 22. OO 22. 50

Abundance TIC: BG045140.D
5000000

4000000
3000000

2000000

24.84

1000000 31
3 27.72
> 88 -
23.95 %53?

OBttt i 5SS

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\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 17

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

3.17 4.96 ng 129491 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Mvo-Inositol. 4-C-methvl- 194 C7H1406 000472-95-7 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 14 (3.169 min): BG045140.D (-11) (-) m/z 73.05 100.00%
73.0
5000
43.0
3.20 3.30 3.40 3.50 3.60
oﬁ—ﬁralL,'. | l 2027 242 8616 Thyz 43.05  24.79%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 3.20 3.30 3.40 3.50 3.60
| l m/z 87.05 22 .29%
o#ﬂm,.J..,.... e —
50

T T T T T T
100 150 200 250 300 350

m/z-->
Abundance #734: N-Ethylformamide
30.0
73.0 IIIIIIIIIIIIIIIIIIIIIIIIIII
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 15.59%
m/z--> 50 100 150 200 250 300 350
Abundance #56663: Myo-Inositol, 4-C-methyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 71.15 10.23%
5000
43.0
|102.0 158.0
ottty 77
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown20.40 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.40 3.89 ng 241630 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1.3-diphenvl-. (E)- 208 C15H120 000614-47-1 30
2 Dibenzola.elcvclooctene. 5.6.11.... 208 C16H16 001460-59-9 30
3 5-Fluoromethvl-3-phenvloxazolidi... 195 C10H10FNO2 330199-03-6 30
4 5-Methvl-3-phenvl-1H-indazole 208 C14H12N2 057614-16-1 27
5 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 25
Abundance Scan 2947 (20.398 min): BG045140.D (-2943) (-) m/z 208.10 100.00%
71.0 208.1
5000 1
1511 256.0
39.0 1d6.0
20.00 20.20 20.40 20.60 20.80
ol bl L AR 3989 | “h/z 77.05  98.65%
m/z--> 50 100 150 200 250 300 350
Abundance #67938: 2-Propen-1-one, 1,3-diphenyl-, (E)-
77.0 20B.0
131.0
5000 AR B SN I
20.00 20.20 20.40 20.60 20.80
179.0 m/z 193.05 89.76%
0'$%|"”'LJ"I'f'Lﬂ' L UL SURLELE SR
m/z--> 50 100 150 200 250 300 350
Abundance #68021: Dibenzo[a,e]cyclooctene, 5,6,11,12-tetrahydro-
198.0
20.00 20,20 20.40 20.60 20.80
5000 104.0 m/z 195.10 73.38%
0.?9.:0,'(.39‘..?.‘.L,‘.|.‘..15,2'9.|.'.',.... —
m/z--> 50 100 150 200 250 300 350
Abundance #56988: 5-Fluoromethyl-3-phenyloxazolidin-2-one
104.0 20.00 20.20 20.40 20.60 20.80
195.0 m/z 103.05 54 .83%
5000
63.0 l { 150.0
0 ,Wn..,.ﬂ.m [Trrrrrrr T AR R SN
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown20.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.63 10.82 ng 671551 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.5.5"-Tetramethvldiphenvlsul ... 274 C16H1802S 006632-44-6 38
2 Dibenzola.elcvclooctene. 5.6.11.... 208 C16H16 001460-59-9 30
3 2.27.4.47-Tetramethvldiphenvlsul ... 274 C16H1802S 005184-75-8 25
4 Benzene. 1.2.3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 25
5 2-Aminophenanthrene 193 C14H11N 003366-65-2 11
Abundance Scan 2986 (20.628 min): BG045140.D (-2983) (-) m/z 77.05 100.00%
71.0 208.1
5000 151.1
256.1
%ﬂ[ | J [ LL] 3101 3731 4330 4036 20.40 20.60 20.80 21.00
obrhfbbobub bdla J 0 bl la | 4L ST 871 4339 493 m/z 208.10  84.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122716: 2,2',5,5'-Tetramethyldiphenylsulfone
208.0 274.0
910 1519
44.0 20.40 20.60 20.80 21.00
m/z 193.05 65.12%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68021: Dibenzo[a,e]cyclooctene, 5,6,11,12-tetrahydro-
193.0
" 20.40 20.60 20.80 21.00
5000 104.0 m/z 195.15 58.77%
0 "‘lgéfiil‘J'*%S?ﬁ{l S AL DL SR B SRR B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122717: 2,2',4,4'-Tetramethyldiphenylsulphone
208.0 256.0 20.40 20.60 20.80 21.00
105.0 1510 m/z 91.05 52.75%
m/z--> 50 100 150 200 250 300 350 400 450 ' 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Dodecanoic acid, hexadecyl ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.67 7.17 ng 445104 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. hexadecvl ester 424 C28H5602 020834-06-4 58
2 Dodecanoic acid. tetradecvl ester 396 C26H5202 022412-97-1 58
3 Dodecanoic acid. undecvl ester 354 C23H4602 003658-44-4 49
4 Silane. diphenvlhexadecvloxv(2.2... 604 C32H46F602Si 1000368-17-6 35
5 1-Hexene-3,5-dione 112 C6H802 052204-69-0 30
Abundance Scan 2993 (20.669 min): BG045140.D (-2990) (-) m/z 201.10 100.00%
201.1
57.0
5000 97.0
140.2
EEE e s e ]
310.1 20.40 20.60 20.80 21.00
ol L 207781\ 30t AL 4B Thn/z 57.05  62.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220460: Dodecanoic acid, hexadecyl ester
201.0
57.0
5000 LI BRI SULRLN BN B
97.0 20,40 20.60 20.80 21.00
m/z 43.05 57 .36%
o 40.0 269.0 3110 3530 440
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210508: Dodecanoic acid, tetradecy! ester
201.0
57.0 ' 20.40 20.60 20.80 21.00
5000 m/z 55.05 54 .85%
97.0
o 157. 241.0 2830 3250 3960
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186935: Dodecanoic acid, undecy! ester el BaREEEEE
43.0 201.0 20.40 20.60 20.80 21.00
m/z 69.05 49 _45%
154.0
5000 83.0
o j I || 256.0 354.0
m/z--> 100 1%0 200 250 300 350 400 450 20,40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown20.99 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.99 3.60 ng 223306 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Vinvlbenzophenone 208 C15H120 052095-42-8 38
2 Benzenamine. 3-(2-phenvlethenvl)... 195 C14H13N 014064-82-5 25
3 Asarone 208 C12H1603 002883-98-9 18
4 3-Phenvl-pvrrolo(2.3-b)pvrazine 195 C12H9N3 056015-27-1 18
5 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 18

Abundance Scan 3048 (20.992 min): BG045140.D (-3045) (-) m/z 208.05 100.00%

208.1
5000
256.1

20.60 20.80 21.00 21.20 21.40

294.1327.4  379.4 429.3

0! m/z 195.10 79.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67911: 2-Vinylbenzophenone
77.0 208.0
5000
131.0 20.60 20.80 21.00 21.20 21.40
: m/z 77.05 74 .57%
165.
ed L]
m/z--> 50 100 150 200 250 300 350 400
Abundance #57311: Benzenamine, 3-(2-phenylethenyl)-, (E)-
195.0
e AEaRREEE RS
20.60 20.80 21.00 21.20 21.40
5000 m/z 193.05 59.85%
5.0 890 1520 |
oSS YN VMUV S 5
m/z--> 50 100 150 200 250 300 350 400
Abundance #67451: Asarone T T T

208.0 20.60 20.80 21.00 21.20 21.40
m/z 103.05 50.64%

5000
165.0

o
w
|~
¥O
[e2]
O

T IRTEN |
L I B B B N

m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.30 11.84 ng 734994 Chrysene-d12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3100 (21.297 min): BG045140.D (-3097) (-) m/z 83.05 100.00%
43.q B39
5000
]‘25'1 21100 2120 2140 2160
ot bl 4 1 160.,207.0 247128208183 3888 4566 /7" 69.05  99.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 S NI R B BN
21.00 21.20 21.40 21.60
m/z 55.05 93.30%
o 22.L I 39.0 182.0 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
580 o0
2100 21.20 21.40 21.60
5000 m/z 97.05 88.26%
ol190 | | ﬁ”ﬂ 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 B B LA I
83.0 21.00 21.20 21.40 21.60
43.0 m/z 57.05 87.82%
5000
25.0
0 ‘ L ‘ Jl l }68.0 238.0
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown21.91 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.91 12.73 ng 789905 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-bis(benzovlaminomet... 344 C22H20N202 1000295-55-1 32
2 Benzoic acid. N*"-I(ethvlamino)ca... 223 C10H13N30S 1000327-65-8 25
3 Butvrophenone. 2-phenvl- 224 C16H160 016282-16-9 12
4 1-Ethanone. 1-T4-I(3-methvilpheny... 240 C16H1602 1000338-31-1 10
5 Benzene, (3-chloro-1-methylpropyl)- 168 C10H13CI 013556-61-1 10
Abundance Scan 3204 (21.908 min): BG045140.D (-3200) (-) m/z 105.05 100.00%
106.1
5000
223.1
410 | . 21.60 21.80 22.00 22.20
ol Ll 2220, 27113113 3504 8024 | n/57119.05  46.24Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #180031: Benzene, 1,4-bis(benzoylaminomethyl)-
106.0
5000
223.0 21.60 21.80 22.00 22.20
m/z 91.05 26.32%
51.0
O et 2080 L2650 8440 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79854: Benzoic acid, N'-[(ethylamino)carbonothioyllhydrazide
106.0
21,60 21.80 22.00 22.20
5000 m/z 223.10 23.34%
60.0 223.0
0"Jql‘JwLJ'UFEQ‘|"” UL DA DL UARALE SR B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81212: Butyrophenone, 2-phenyl- P T T R
105.0 21.60 21.80 22.00 22.20
m/z 117.00 9.76%
5000
ol 10 | 1650 2240
m/z--> 50 100 150 200 250 300 350 400 450 500 2160 21.80 22.00 22.20

8270-BG041520.M Fri Apr 24 01:21:45 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 9 unknown22.00 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.00 14.37 ng 891948 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-56-9 12
2 N-(1-Diisopropvlcarbamovl-2-phen... 352 C22H28N202 1000191-65-5 10
3 Benzamide. N-Idihvdro-4-hvdroxv-... 382 C22H26N204 1000318-77-8 10
4 Benzoic acid. N"-T(ethvlamino)ca... 223 C10H13N30S 1000327-65-8 10
5 Fumaric acid, 2-chlorophenyl pro... 268 C13H13Cl104 1000344-82-3 10
Abundance Scan 3220 (22.002 min): BG045140.D (-3214) (-) m/z 105.05 100.00%
106.1
5000
223.2
41.0 153.1 671 314 1352.4 5031 21.60 21.80 22.00 22.20 22.40
oD TR : - : m/z 141.05 99.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185033: 2,5-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141.0
5000
21.60 21.80 22.00 22.20 22.40
m/z 119.05 46.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185439: N-(1-Diisopropylcarbamoyl-2-phenylethyl)benzamide
106.0
21.60 21.80 22.00 22.20 22.40
5000 224.0 m/z 223.15 25.82%
43.0
oL L ‘ L 1620 261.0 352.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #203399: Benzamide, N-[dihydro-4-hydroxy-4,5-dimethyl-5-(2... BN L e i
105.0 21.60 21.80 22.00 22.20 22.40
m/z 91.05 23.28%
5000
43.0
o I, | 177.0 221.0 264.0 308.0 364.0
m/z--> 50 100 150 200 250 300 350 400 450 500 2160 21.80 22.00 22.20 22.40

8270-BG041520.M Fri Apr 24 01:21:46 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown22.07 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22 .07 3.98 ng 246695 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.2"-(1.2-ethanediv... 282 C22H18 021969-45-9 42
2 Urea. 1-(3-chlorophenvl)-1-methy... 368 C20H17CIN20S 1000296-25-3 38
3 Fumaric acid. 2-octvl propvl ester 270 C15H2604 1000339-16-3 38
4 2.4-Difluorobenzoic acid. 2.3.4.... 370 C13H4CI4F202 1000360-56-4 36
5 Furazan, 3-[2-(1-naphthyl)ethyl]... 328 C22H20N20 1000263-48-8 36
Abundance Scan 3232 (22.073 min): BG045140.D (-3229) (-) m/z 141.05 100.00%
14f.1
5000
212 281.1 352.4 21.80 22.00 22.20 22.40
41.0 . . ) . ) )
AP N ET(-5 L, 2461 13163 | AOL1 47231 h77211.15  17.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129536: Naphthalene, 2,2'-(1,2-ethanediyl)bis-
141.0
5000
21.80 22.00 22.20 22.40
282.0 m/z 153.05 13.82%
0128.0 630 102.0 | 176.0 226.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #195287: Urea, 1-(3-chlorophenyl)-1-methyl-3-(4-phenylthio...
141.0
227.0 | 21.80 22.00 22.20 22,40
5000 77.0 368.0 m/z 142 .05 13.60%
39.
84.
0 | 283.0 332.0 ﬂ
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119007: Fumaric acid, 2-octyl propyl ester
141.0 21.80 22.00 22.20 22.40
m/z 352.35 8.06%
5000
211.0
50 1]
AT B o B S I s e
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40

8270-BG041520.M Fri Apr 24 01:21:46 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown22.17 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.17 5.34 ng 331227 Chrysene-di12 21.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinethione. 3-hvdroxy-... 141 C6H7NOS 022989-67-9 42
2 Benzaldehvde. 4-(l1-naphthalenvIm... 262 C18H1402 1000338-23-3 36
3 Benzamide. N-(4-fluorophenvl)-2.... 251 C13H8F3NO 1000307-42-7 36

1000314-44-4 36
1000263-48-8 36

4 Glvcine. N-(2.6-difluorobenzovl)... 313 C16H21F2NO3
5 Furazan, 3-[2-(1-naphthyl)ethyl]... 328 C22H20N20

Abundance Scan 3249 (22.173 min): BG045140.D (-3244) (-) m/z 141.05 100.00%
141.1
5000
197.2 352.4
410 810 l| 2401 2951 Y 21.80 22.00 22.20 22.40 :
ot e e e e m/z 197.15 14.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18906: 2(1H)-Pyridinethione, 3-hydroxy-6-methyl-
141.0
5000
530 970 21.80 22.00 22.20 22.40
m/z 352.35 11.89%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #112599: Benzaldehyde, 4-(1-naphthalenylmethoxy)-
141.0
21.80 22.00 22.20 22.40
5000 m/z 142 .05 11.69%
65.0 102.0 | 2020 2620
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #103033: Benzamide, N-(4-fluorophenyl)-2,6-difluoro-
141.0 21.80 22.00 22.20 22.40
m/z 153.05 9.61%
5000
251.0
ol28.0 63.0 g5 |
e e T T B AR I L
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40

8270-BG041520.M Fri Apr 24 01:21:47 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 5-Fluorodopa Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22 .30 39.31 ng 2439660 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluorodopa 215 C9H10FNO4 076936-91-9 50
2 1.2-Pentadiene. 4-(tert-butvlidim... 198 C11H220Si 1000156-17-3 50
3 Naphthalene. 1-(2-methvlpropvl)- 184 C14H16 016727-91-6 50
4 Naphthalene. 1-hexvl- 212 C16H20 002876-53-1 47
5 2(1H)-Pyridinethione, 3-hydroxy-... 141 C6H7NOS 022989-67-9 40
Abundance Scan 3271 (22.302 min): BG045140.D (-3264) (-) m/z 141.05 100.00%
141.1
5000
41.0 91I.O l 78.1 239,1271 2306.3 352.4 414.9 22.00 22.20 22.40 22.60
bt g LA A8 27128068 4 4149 1 Thz7119.05  20.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73672: 5-Fluorodopa
141.0
44.0
5000
750 22.00 22.20 22.40 22.60
m/z 142 .05 15.68%
. 07.0 215.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59435: 1,2-Pentadiene, 4-(tert-butyldimethylsilyl)oxy-
141.0
22.00 22.20 22.40 22.60
0
5000 750 m/z 91.05 14 _.21%
o 50, | 1090, | | 1830
m/z--> 5|O 1C|)O 1é0 2(I)O ZéO 3(|)O 35|0 4CI)O
Abundance #48931: Naphthalene, 1-(2-methylpropyl)- LI L L L L B L
141.0 22.00 22.20 22.40 22.60
m/z 154 .05 8.16%
5000
184.0
41.0 76.0 o
m/z--> 5|O 1C|)O 1é0 2(I)O 250 3(|)O 35|O 4CI)O 22.00 22.20 22.40 22.60

8270-BG041520.M Fri Apr 24 01:21:47 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 2,5-Difluorobenzoic acid, 2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.36 15.11ng 938028  Chrysene-diz 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.5-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-56-9 52
2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 47

3 Naphthalene. 1.1"-(1l.2-ethanediv... 282 C22H18 015374-45-5 47
4 2.5-Difluorobenzoic acid. 4-chlo... 282 C14H9CIF202 1000331-56-3 38
5 Naphthalene, 1-(2-methylpropyl)- 184 C14H16 016727-91-6 38
Abundance Scan 3281 (22.360 min): BG045140.D (-3277) (-) m/z 141.05 100.00%
141.1
5000
211.2
281.2
43.0 352.4 22.00 22.20 22.40 22.60
o2t e L b 4159 4884 751115 21.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185033: 2,5-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141.0
5000

22.00 22.20 22.40 22.60
m/z 142 .05 15.62%

o MSRERES SRR SN Wi fEDEREEREMSSSR MERMSUEN M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185034: 2,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141.0
22.00 22.20 22.40 22.60
5000 m/z 212.15 12.89%
63.0 | 183.0 35?.0
O e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129538: Naphthalene, 1,1'-(1,2-ethanediyl)bis-
141.0 22.00 22.20 22.40 22.60
m/z 281.20 10.64%
5000
282.0
0/27.0 6301020 | 189.0 239.0
T T T T e e A REE RS
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60

8270-BG041520.M Fri Apr 24 01:21:47 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown22.44 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22 .44 14.70 ng 912055 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-methvlpropvl)- 184 C14H16 016727-91-6 42
2 Glutaric acid. 1-(2.6-difluoroph... 370 C20H28F204 1000377-25-4 42
3 Fumaric acid. pentachlorophenvl ... 404 C13H9CI1504 1000348-17-9 38
4 1.4-Methanonaphthalene. 2-bromo-... 375 C17H14BrN0O2S 1000362-22-4 36
5 1-[5-Nitro-6-uracilyl]-2-[2-chlo... 293 C12H8CIN304 296798-53-3 28
Abundance Scan 3295 (22.443 min): BG045140.D (-3289) (-) m/z 141.05 100.00%
1411
5000
230 g5 1972 o1 2952 3523 4251 22.20 22.40 22.60 22.80
| RNV . MNP S (VMRS Skt SN T m/z 142.05 14.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48931: Naphthalene, 1-(2-methylpropyl)-
141.0
5000
184.0 22.20 22.40 22.60 22.80
: m/z 197.15 13.01%
41.0 76.0 )
m/z--> 50 100 150 200 250 300 350 400
Abundance #196685: Glutaric acid, 1-(2,6-difluorophenyl)ethy| heptyl...
141.0
22.20 22.40 22.60 22.80
5000 m/z 154.05 8.37%
98.0
570 213.0
o180y iy .J,l Al arso | 240 sazo
m/z--> 50 100 150 200 250 300 350 400
Abundance #213464: Fumaric acid, pentachlorophenyl propyl ester
141.0 22.20 22.40 22.60 22.80
m/z 352.30 7 .95%
5000
99.0
o 540 2020237.0 2840 310 4060
LR L UL UL LN UL L UL UL
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

8270-BG041520.M Fri Apr 24 01:21:48 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 _beta.-Alanine, N-(2,6-difl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22,60 11.23ng 697035  Chrysene-di2 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Alanine. N-(2.6-difluorob... 313 C16H21F2N0O3 1000321-84-3 50
2 3-(4-Chlorophenv)-5-imino-1.7-d... 340 C17H13CIN402 1000327-02-9 42
3 _beta.-Alanine. N-(2.6-difluorob... 285 C14H17F2NO3 1000321-84-1 39
4 2.5-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-56-9 38
5

1-Pyridineacetic acid, 4-(aminoc... 326 C18H34N203 1000319-12-3 36
Abundance Scan 3322 (22.601 min): BG045140.D (-3315) (-) m/z 141.05 100.00%
141.1
5000
183.1 352.3
430 o1, j 2571 30033523 , ca54 22.20 22.40 22.60 22.80 23.00
O T S R B A m/z 183.05 13.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #155374: .beta.-Alanine, N-(2,6-difluorobenzoyl)-, isohexy...
141.0
5000
88.0 22.20 22.40 22.60 22.80 23.00
' 212.0 m/z 142.05 13.32%
43.0 313.0
0 1 il
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176432: 3-(4-Chlorophenyl)-5-imino-1,7-dimethyl-2,6-dioxa...
141.0
22.20 22.40 22.60 22.80 23.00
5000 m/z 352.30 10.36%
72.0
88.0 340.0
0 \M W o L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131716: .beta.-Alanine, N-(2,6-difluorobenzoyl)-, butyl este
141.0 22.20 22.40 22.60 22.80 23.00
m/z 184.10 7.34%
5000
212.0
200 %9 ’ i 570
L B LA B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80 23.00

8270-BG041520.M Fri Apr 24 01:21:48 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown22.63 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.63  6.46ng 400834  Chrysene-di2 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 r1.1"-Biphenvil-4-amine 169 C12H1IN 000092-67-1 35
2 3-Methvl-5-phenvipvridine 169 C12H11N 010477-94-8 35

3 Glvcine. N-(2.6-difluorobenzovl)... 285 C14H17F2NO3 1000314-44-1 35
4 3.4-Difluorobenzoic acid. 2-form... 330 C14H6CI2F203 1000331-64-1 30

5 Adipic acid, monoamide, N,N-diph... 353 C22H27NO3 1000324-45-9 30
Abundance Scan 3327 (22.631 min): BG045140.D (-3325) (-) m/z 141.05 100.00%
141.1
5000
352.4
43.0 910 2421 22.40 22.60 22.80 23.00
Ot b i ,L 103170772881 | | 4166 5464 %065 05 74.11%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #37568: [1,1'-Biphenyl]-4-amine J\
169.0

5000 LA L L L L L L L L
22. 40 22 60 22. 80 23. OO
115.0 m/z 153.05 18.09%
39.0 1
0 ..#Pﬁ#h,.ui .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #37578: 3-Methyl-5-phenylpyridine
169.0
 ERAREES TS s
22.40 22.60 22.80 23.00
5000 m/z 352.35 15.43%
27Q710150
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131709: Glycine, N-(2,6-difluorobenzoyl)-, pentyl ester
141.0 22.40 22.60 22.80 23.00
m/z 170.05 13.00%
5000
o 43.0 g3, ‘ { 21?0 2850
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

8270-BG041520.M Fri Apr 24 01:21:49 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown22.85 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.85 11.75 ng 729445 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-56-9 43
2 1.4-Cyclohexanedicarbohvdrazide 200 C8H16N402 1000212-83-8 38
3 trans-1.4-Cvclohexanedicarbohydr... 200 C8H16N402 025655-25-8 38
4 Glvcine. N-(2.6-difluorobenzovl)... 327 C17H23F2N0O3 1000314-44-5 37
5 3,5-Difluoropropiophenone 170 C9H8F20 135306-45-5 37
Abundance Scan 3364 (22.848 min): BG045140.D (-3359) (-) m/z 141.05 100.00%
141
5000
41.1 352.3 22.60 22.80 23.00 23.20
2.1
O 2 PR 2451 2961, | 4754 5223 T777169.05  65.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185033: 2,5-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ... j\
141.0
5000 TTTT T  TT P TT T

22.60 22.80 23.00 23.20
m/z 170.05 17.70%

63.0 183.0 352.0
O A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61582: 1,4-Cyclohexanedicarbohydrazide
141.0
22.60 22.80 23.00 23.20
5000 81.0 m/z 142 .05 14.16%
41.0
LAl g |y 2000
Ottt o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61584: trans-1,4-Cyclohexanedicarbohydrazide
141.0 22.60 22.80 23.00 23.20
m/z 154.00 11.65%
5000
81.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 1,5-Bis(naphthalen-1-yl)pen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.15 14.34 ng 890135 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Bis(naphthalen-1-vI)pentane-... 352 C25H2002 1000210-52-9 59
2 Naphthalene. 2-methvl-1-propvl- 184 C14H16 054774-89-9 59
3 4a.8a-Methanonaphthalene. 9.9-di... 170 C13H14 038963-97-2 56
4 1.2-Cvclohexanedicarboxvlic acid... 460 C28H4405 1000339-58-1 42
5 1,2-Cyclohexanedicarboxylic acid... 418 C25H3805 1000339-67-5 42
Abundance Scan 3415 (23.148 min): BG045140.D (-3410) (-) m/z 155.05 100.00%
15%.1
5000 j\
57.0 352.3 22.80 23.00 23.20 23.40
Oy 29, |} 10882451 300.01 | 8963 49445431 1soT9Eg 05 16.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
155.0
5000 AR ---- AR U

22. 80 23. 00 23 20 23.40
m/z 141.05 13.93%

352.0
0 701 111970 2560 306.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #48929: Naphthalene, 2-methyl-1-propy!-
155.0
22.80 23.00 23.20 23.40
5000 m/z 352.30 11.47%
390 890, |
-
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38390: 4a,8a-Methanonaphthalene, 9,9-dimethyl-4a,8a-dihydro-
155.0 22.80 23.00 23.20 23.40
m/z 153.05 10.98%
5000
39.0 102
0 m@}mﬁ.“?.w..” T
m/z--> 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown23.31 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.31 8.61 ng 1305470 Perylene-di12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Bis(naphthalen-1-vD)pentane-... 352 C25H2002 1000210-52-9 45
2 4a.8a-Methanonaphthalene. 9.9-di... 170 C13H14 038963-97-2 38
3 Naphthalene. 2-methvl-1-propvl- 184 C14H16 054774-89-9 36
4 2-Butenedioic acid (E)-. bis(l-m... 228 C12H2004 002210-32-4 33
5 1,6-Anhydro-2,3-0-isopropylidene... 316 C15H2805Si 1000364-42-4 14
Abundance Scan 3443 (23.312 min): BG045140.D (-3436) (-) m/z 155.05 100.00%

155.1
5000

23. OO 23 20 23. 40 23. 60

43.1 115.0 :
ol 770 M50 | || 1071 2301 28313170 | 4014 4426 i U156 05 27.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
155.0

5000 - .... R
23.00 23.20 23.40 23.60

m/z 141.05 15.23%

352.0
o 41.0 77.0 1159 197.0  256.0 296.0 |
B L a2 e B e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #38390: 4a,8a-Methanonaphthalene, 9,9-dimethyl-4a,8a-dihydro-
155.0

23.00 23.20 23.40 23.60

5000 m/z 352.35 9.83%
39.0 770 115.
m/z--> 50 100 150 200 250 300 350 400
Abundance #48929: Naphthalene, 2-methyl-1-propy!-
155.0 23.00 23.20 23.40 23.60

m/z 154_.00 8.94%

5000
39.0 77.0 11‘5?”‘ \

T A o e o e o B e R .. EEBAREER SRRy

m/z--> 50 100 150 200 250 300 350 400 23. 00 23 20 23. 40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042320\
Data File : BG045140.D

Aca On : 23 Apr 2020 13:53

Operator : CG/JU

Sample : L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown27.72 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.72 13.82 ng 2095650 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6-Dipropvl-nonan-5-one 226 C15H300 1000190-93-3 28
2 4-Heptanone. 2.2.3.3.5.5.6.6-oct... 226 C15H300 016424-66-1 22
3 Heptane. 2-i1odo- 226 C7H151 018589-29-2 10
4 Acetamide. N-ethenvIl-N-methvl- 99 C5H9NO 003195-78-6 9
5 Diaziridine, 1,2-dipropyl- 128 C7H16N2 006794-92-9 9
Abundance Scan 4193 (27.718 min): BG045140.D (-4182) (-) m/z 57.05 100.00%
51.0
5000 99.2 ]\\
98.2 3713 4403 4974 o7 A0 9760 97 sa'0n
2841 . 27.40 27.60 27.80 28.00
o dbdod 4451 | 2030%%/0280 || 1 SAL4L soTU g9 15 41.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82979: 4,6-Dipropyl-nonan-5-one
51.0
5000 N DA AR R AR IARAN
99.0 27.40 27.60 27.80 28.00
42.0 m/z 127.05 40.96%
miz--> 6'"'s'o"'ic'xi"iéc')"éod"ésé"'soé"ééd"&éé"Aéd"éc')é""
Abundance #82982: 4-Heptanone, 2,2,3,3,5,5,6,6-octamethyl-
57.0
99.0 27.40 27.60 27.80 28.00
5000 m/z 371.30 16.94%
o H L ]\ 170.0 226.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83116: Heptane, 2-iodo- B R
57.0 27.40 27.60 27.80 28.00
m/z 198.15 13.55%
5000 99.0
0150$ ) 155.0 226.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042320\
Data File : BG045140.D

Acq On : 23 Apr 2020 13:53

Operator : CG/JU

Sample - L2314-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.17 5.0 ng 129491 1 8.01 522530 20.0
unknown20.40 20.40 3.9 ng 241630 5 21.65 1241210 20.0
unknown20.63 20.63 10.8 ng 671551 5 21.65 1241210 20.0
Dodecanoic acid, ... 20.67 7.2 ng 445104 5 21.65 1241210 20.0
unknown20.99 20.99 3.6 ng 223306 5 21.65 1241210 20.0
3-Eicosene, (E)- 21.30 11.8 ng 734994 5 21.65 1241210 20.0
unknown21.91 21.91 12.7 ng 789905 5 21.65 1241210 20.0
unknown22 .00 22.00 14.4 ng 891948 5 21.65 1241210 20.0
unknown22 .07 22.07 4.0 ng 246695 5 21.65 1241210 20.0
unknown22 .17 22.17 5.3 ng 331227 5 21.65 1241210 20.0
5-Fluorodopa 22.30 39.3 ng 2439660 5 21.65 1241210 20.0
2,5-Difluorobenzo... 22.36 15.1 ng 938028 5 21.65 1241210 20.0
unknown22 .44 22.44 14.7 ng 912055 5 21.65 1241210 20.0
-beta.-Alanine, N... 22.60 11.2 ng 697035 5 21.65 1241210 20.0
unknown22 .63 22.63 6.5 ng 400834 5 21.65 1241210 20.0
unknown22 .85 22.85 11.8 ng 729445 5 21.65 1241210 20.0
1,5-Bis(naphthale... 23.15 14.3 ng 890135 5 21.65 1241210 20.0
unknown23.31 23.31 8.6 ng 1305470 6 24.83 3032230 20.0
unknown27.72 27.72 13.8 ng 2095650 6 24.83 3032230 20.0
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