LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

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-BG102119.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 3.159 9 12 23 rvVB 29600 56010 3.17% 0.342%
2 5.104 336 343 356 rBV 76979 138835 7.86% 0.848%
3 5.598 420 427 442 rBV 219650 422941 23.95% 2.583%
4 7.202 689 700 720 rBV 300568 627725 35.55% 3.834%
5 7.548 751 759 772 rBV 290200 546412 30.95% 3.338%
6 8.001 828 836 843 rBV 109885 194573 11.02% 1.188%
7 8.324 884 891 899 rBV 243225 427362 24.20% 2.610%
8 9.164 1026 1034 1050 rBV 167809 360579 20.42% 2.202%
9 10.210 1203 1212 1221 rVB6 19382 44811 2.54% 0.274%
10 10.580 1269 1275 1292 rBvV3 31208 96036 5.44% 0.587%
11 10.803 1306 1313 1319 rBvV 142377 275256 15.59% 1.681%
12 10.856 1319 1322 1331 rVB5 27480 49464 2.80% 0.302%
13 11.150 1366 1372 1380 rvB2 36316 64468 3.65% 0.394%
14 11.344 1400 1405 1411 rBVvV4 17122 31200 1.77% 0.191%
15 11.644 1450 1456 1464 rBvV7 12469 33958 1.92% 0.207%
16 12.219 1547 1554 1564 rBvV8 6499 20045 1.14% 0.122%
17 12.595 1611 1618 1619 rBvV2 23308 41583 2.36% 0.254%
18 13.253 1723 1730 1742 rBV 622709 990264 56.08% 6.049%
19 14.082 1867 1871 1880 rVB 27920 53671 3.04% 0.328%
20 14.628 1956 1964 1973 rBv2 285183 485887 27.52% 2.968%
21 14.722 1975 1980 1990 rVB4 36242 79065 4._.48% 0.483%
22 16.121 2212 2218 2233 rBV 323183 543172 30.76% 3.318%
23 17.031 2369 2373 2377 rBV3 12507 20602 1.17% 0.126%
24 17.378 2426 2432 2437 rBV 382711 610341 34.57% 3.728%
25 17.866 2509 2515 2526 rBV 38970 95484 5.41% 0.583%
26 18.271 2576 2584 2593 rBV 183540 305616 17.31% 1.867%
27 18.547 2627 2631 2637 rBVS8 11195 24417 1.38% 0.149%
28 19.305 2756 2760 2767 rVB 84263 103931 5.89% 0.635%
29 19.423 2776 2780 2786 rBv4 23506 41949 2.38% 0.256%
30 19.511 2791 2795 2797 rBV3 22478 29756 1.69% 0.182%
31 19.534 2797 2799 2806 rVB5 32819 47949 2.72% 0.293%
32 19.669 2816 2822 2827 rBV 821542 994328 56.31% 6.074%
33 19.793 2840 2843 2851 rVB2 21425 31355 1.78% 0.192%

34 19.987 2870 2876 2887 rBV 1185601 1578221 89.38% 9.640%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

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\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.286 2925 2927 2935 rVB9 24953 33663 1.91% 0.206%
36 20.422 2945 2950 2953 rBV7 16644 29913 1.69% 0.183%
37 20.469 2954 2958 2962 rVvVv 70523 84881 4._.81% 0.518%
38 20.598 2977 2980 2985 rBV5 15440 31557 1.79% 0.193%
39 20.780 3008 3011 3014 rBvV4 18571 20564 1.16% 0.126%

40 21.238 3083 3089 3094 rBV2 237608 471607 26.71% 2.881%

41 21.303 3094 3100 3105 rVvVv 345960 661121 37.44% 4._.038%
42 21.367 3105 3111 3116 rVV 1092378 1526043 86.43% 9.321%
43 21.420 3116 3120 3132 rVV3 188857 465267 26.35% 2.842%
44 21.526 3132 3138 3146 rVB 1340828 1765662 100.00% 10.785%
45 21.644 3152 3158 3164 rBV2 308815 533896 30.24% 3.261%

46 21.820 3186 3188 3193 rVB4 26729 34915 1.98% 0.213%
47 22.049 3222 3227 3232 rVB 63705 102388 5.80% 0.625%
48 22.425 3287 3291 3295 rVB 31416 47135 2.67% 0.288%
49 22.648 3324 3329 3336 rBV5 48468 115117 6.52% 0.703%
50 22.795 3350 3354 3359 rVB5 35167 56859 3.22% 0.347%
51 23.107 3403 3407 3415 rVB4 28990 48013 2.72% 0.293%
52 23.295 3434 3439 3446 rBV3 62744 123389 6.99% 0.754%
53 23.365 3447 3451 3461 rVB3 31888 73514 4.16% 0.449%
54 23.900 3536 3542 3546 rBV6 24858 55531 3.15% 0.339%

55 24.828 3691 3700 3711 rVB2 218904 623174 35.29% 3.806%

Sum of corrected areas: 16371475
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043596.D
1400000

1200000

1000000

800000

600000

400000
7.20 7.55

8.32

200000 . 10.80
o .861.19321 64 122212.60

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: BG043596.D
1400000 2153

19.99
1200000 21.3y

1000000
19.67
800000

13.25
600000

17.38 1.64

400000
14.63 16.12

200000

1.82:0522 226
14.08 .72 17.03

O o L o o e e e e T B o B B 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: BG043596.D
1400000

1200000
1000000
800000
600000

400000
24.83
200000

23.
: 23.90

O e T T T T T T T T T T o T o P e o e o e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11

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

3.16 5.76 ng 56010 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.159 min): BG043596.D (-9) (-) m/z 73.10 100.00%
7B
5000
43 55 87

3.20 3.30 3.40 3.50 3.60

37 49

| S 4 I N MO0 USSR M RN A— m/z 43.10 36.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L L B
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 28.93%
29
0 35 |l | 67 ||, 80
B L i e e o e IRLBLAN o o e o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
R R REAREEEE s
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 27.92%
0..,”..“... i LA o o N B
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- A
73 3.20 3.30 3.40 3.50 3.60
m/z 45.00 10.94%
5000 59
87
43
0 29 [| 53 | 67 |, ‘ 102
B N L o o o o LI I e e S S o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.30 3.40 3.50 3.60

8270-BG102119.M Tue Nov 12 16:39:34 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 14.27 ng 138835 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 47
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 342 (5.098 min): BG043596.D (-336) (-) m/z 43.10 100.00%
43
59
5000
101 S L NS
480 5.00 5.20 5.40
83
Ob e S0 S0 8 | w/z 59.10  65.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A S LR UL
480 5.00 5.20 5.40
59 m/z 101.10 22.91%
0 21 37| 53 | 67 778 o ‘I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43 59
480 500 520 540
5000 18 m/z 58.10 15.71%
28
0 12 AN ; :
LR UL SR SR UL UL FELRLEL IR SO S UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 41.10 9.25%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown7.55 Concentration Rank 2

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

7.55 56.17 ng 546412 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 759 (7.548 min): BG043596.D (-751) (-) m/z 132.10 100.00%
5000 68
20 54 % 720 7.40 7.60 7.80
7 . . . .
o |.7:~,.8.7.I,]1?‘L?..,..".,....,..17.1., m/z 68.10 39.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 7.20 7.40 7.60 7.80
39 57 m/z 134.00 34 .09%
8 g 89 103 ..
01 e e
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
720 7.40 7.60 7.80
5000 97 m/z 66.10 30.54%
70
31
0 4\4 Iy 6‘(\) ! | 8§ \106116 1
miz--> 20 40 60 80 100 120 140 160
Abundance #14503: 1H-Benzimidazole, 2-methyl- —
132 7.20 7.40 7.60 7.80
m/z 69.10 18.56%
5000
15 2839 82 9 77 0 1044, |
m/z--> 20 40 60 80 100 120 140 160 ' 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 (+)-2-Bornanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.21 3.26 ng 44811 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+Y-2-Bornanone 152 C10H160 000464-49-3 81
2 Camphor 152 C10H160 000076-22-2 74
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 70
4 1-Adamantanol 152 C10H160 000768-95-6 38
5 1,3-Butanedione, 1-(2-furanyl)- 152 C8H803 025790-35-6 27
Abundance Scan 1212 (10.210 min): BG043596.D (-1203) (-) m/z 95.10 100.00%
g5
5000 55 81 109
152

9.80 10.00 10.20 10.40 10.60

0 m/z 41.10 62.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25103: (+)-2-Bornanone
41 9%
81
5000 %
27 108 9.80 10.00 10.20 10.40 10.60
‘ 152 m/z 69.10 57.73%
M0 YT =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41 9%
81 9.80 10.00 10.20 10.40 10.60
m/z 81.10 51.50%
5000 o 69 108
152
0..P..w..”,.”.,”..P..w..”,.”.,”..P..w..”,.”}ﬁ%.q.}ﬁz.”.,”...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
9% 9.80 10.00 10.20 10.40 10.60
81 m/z 55.10 47 .00%
41
5000
55 69 108
152
il |
PN T AN R ST OO - N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.58 6.98 ng 96036 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 64
2 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 59
3 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 53
4 Propanoic acid. 2-hvdroxvy-. 2-me... 146 C7H1403 000585-24-0 53
5 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202 000871-22-7 50
Abundance Scan 1275 (10.580 min): BG043596.D (-1269) (-) m/z 45.10 100.00%
45 57
5000
10.20 10.40 10.60 10.80
0 m/z 57.10 88.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45
57
5000 29
10.20 10.40 10.60 10.80
m/z 41.10 41.75%
15 87 100
o! | Al 1l 119 132 144
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45
10.20 10.40 10.60 10.80
5000 57 m/z 95.10 34.48%
i 75 89 100
o Mh ‘\ [l es,| ;| M 119131 144 163 175
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
45 57 10.20 10.40 10.60 10.80
m/z 56.10 19.44%
5000
29
e 100
ot w“. T T \\ ALy e 197144 163
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknownlO.86 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.59 ng 49464 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 43
2 (4-Methvl-cvclohex-3-envl)-methanol 126 C8H140 089690-46-0 35
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 27
4 Bicvclol4.1.01lheptan-3-o0l. 4.7.7... 154 C10H180 054750-09-3 27
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 25
Abundance Scan 1323 (10.862 min): BG043596.D (-1319) (-) m/z 59.10 100.00%
50
93 121
5000 43 81
67
‘ 51‘ ‘ || || | 1(|’5 139 10.60 10.80 11.00 11.20
1§ 1R R T O R RN m/z 121.10 57.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11463: Cyclohexanemethanol, 4-methylene-
93
A A
5000 67 L SN S SIS I
10.60 10.80 11.00 11.20
55 108 m/z 93.10 55.08%
o7 || | 126
0'P'mv”'hb”'mumI”hW'”'L'“IJLW'”“P'“I”'W'“'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11474: (4-Methyl-cyclohex-3-enyl)-methanol
93
10.60 10.80 11.00 11.20
5000 m/z 81.05 49_.00%
108
7 41 ‘ ‘ 126
0'w'LW“'“L”'VH“|“'h'“uh'“JJ'W'“VV'”l“'w'“'w'“
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #15854: (lR) 2,6,6 Trimethylbicyclo[3.1.1]hept-2-ene
93 10.60 10.80 11.00 11.20
m/z 43.10 40.69%
5000
41
105 121 136
0 .,....,....,.\...,U.w.., H,,,‘,,,\,\,
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 wunknownll1.15 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.15 4.68 ng 64468 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maltol 126 C6H603 000118-71-8 49
2 4-Octen-3-one. 6-ethvl-7-hvdroxv- 170 C10H1802 078464-96-7 43
3 2-Oxabicvclol2.2.2loctan-6-0l. 1... 170 C10H1802 018679-48-6 38
4 2-Mercaptophenol 126 C6H60S 001121-24-0 30
5 4-Mercaptophenol 126 C6H60S 000637-89-8 30
Abundance Scan 1372 (11.150 min): BG043596.D (-1366) (-) m/z 43.10 100.00%
71 126
5000 55 97
83 109 W M b S St
136 155 170 10.80 11.00 11.20 11.40
o e m/z 71.10 58.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11090: Maltol
126
5000
43 g5 71 10.80 11.00 11.20 11.40
97 m/z 126.10 56.47%
o 15 27 || 8o L 111
m/z--> 20 40 60 80 100 120 140 160
Abundance #38016: 4-Octen-3-one, 6-ethyl-7-hydroxy-
57 10.80 11.00 11.20 11.40
5000 a5 o 111 m/z 55.20 40.95%
83
0|||||||||||||||||| |H|H=‘|‘|Hl‘|||‘l||‘| ‘|||1|4‘.]|-|15|2|||1|7|0||
m/z--> 20 60 80 100 120 140 160
Abundance #38102. 2-Oxabicyclo[2.2.2]octan-6-0l, 1,3,3-trimethyl-
43 10.80 11.00 11.20 11.40
108 m/z 97.10 40.30%
71 126
5000
i H il
| SN R 1 P M\ Hm Iw ‘l. -t '1?7|"1'5'5| . .‘. -
m/z--> 20 40 120 140 160 10.80 11.00 11.20 11.40

8270-BG102119.M Tue Nov 12 16:39:39 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknownl14.72 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.25 ng 79065 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(3-ethvilcvclobutvl)- 126 C8H140 056335-71-8 47
2 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 22
3 1.2-Cvyclohexanediol. 1-methvl-. ... 130 C7H1402 019534-08-8 22
4 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 18
5 3-Tridecanol 200 C13H280 010289-68-6 14
Abundance Scan 1980 (14.722 min): BG043596.D (-1975) (-) m/z 71.10 100.00%
43 g 7
5000
137 155 167 207 14.40 14.60 14.80 15.00
0 m/z 43.10 85.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11452: Ethanone, 1-(3-ethylcyclobutyl)-
48
71
55
5000 UL AR BRI B
63 14.40 14.60 14.80 15.00
0
H | 97 111 126 m/z 59.10 83.11%
0I""“'d”liu'fr'”l"l'PL"I”"I"”I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20717: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]-
48 71
14.40 14.60 14.80 15.00
5000 m/z 108.10 34 .53%
83
27 °° ‘ 98 111 156
0 IIUI .‘l‘l‘.‘.“lhl.‘.‘k“.l“ﬁ‘...“luu‘..|.‘...]|-4:3...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13542: 1,2-Cyclohexanediol, 1-methyl-, trans-
43 71 14.40 14.60 14.80 15.00
m/z 112.10 30.25%
5000 58
‘ g3 97 112 120
0 |‘|‘l‘||‘m||‘l‘l|‘|HH||‘|‘||||‘||||‘||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00

8270-BG102119.M Tue Nov 12 16:39:39 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.27 10.01 ng 305616 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 2584 (18.271 min): BG043596.D (-2576) (-) m/z 73.05 100.00%
57 18
5000 129 213
97
171185 LR SR BN UL B
15 143157 199 | 227 256 081 18.|00 18.|20 18.I40 18.I60
(o} m/z 43.10 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 L S BN UL IR

I T T T
18.00 18.20 18.40 18.60

83
m/z 60.10 85.97%
213
J‘“ 143157171185199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84454: Tetradecanoic acid
43 3
57 e
18.00 18.20 18.40 18.60
5000 29 129 228 m/z 57.10 82.13%
o ..1.5,.‘% .Ua‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid AREREE AL R
43 1 73 18.00 18.20 18.40 18.60
5 m/z 55.05 78.92%
5000 129
29
199
‘ ‘ 143157171185 242
0..1.5,.‘a..‘i:‘.. I B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

8270-BG102119.M Tue Nov 12 16:39:40 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11 Sulfurous acid, hexyl tride...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.31 3.41 ng 103931 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl tridecvl e... 348 C19H4003S 1000309-13-5 59
2 Sulfurous acid. dodecvl hexvl ester 334 C18H3803S 1000309-13-4 53
3 10-Methvlundecan-4-olide 198 C12H2202 1000370-40-5 53
4 Sulfurous acid. hexvl undecvl ester 320 C17H3603S 1000309-13-3 53
5 Pentanoic acid, 4-hexadecyl ester 326 C21H4202 1000282-86-4 53
Abundance Scan 2761 (19.311 min): BG043596.D (-2756) (-) m/z 85.10 100.00%
86
5000 55
41 69 ,
ol 2R m/z 55.10  39.62%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182577: Sulfurous acid, hexyl tridecy! ester
86
57
5000 71 SRR BN SRR
19.00 19.20 19.40 19.60
29 . m/z 41.10 28.75%
o 113 127 141 154167 183 217 235247
mz-> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #172306: Sulfurous acid, dodecy! hexy! ester
43 86
57
19.00 19.20 19.40 19.60
5000 71 m/z 43.10 27 .03%
29
okl A | O 8127100 169 185 203 221233
mz-> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance #59529: 10-Methylundecan-4-olide T T
85 19.00 19.20 19.40 19.60
m/z 57.10 22 .99%
5000 41
55
‘ ‘ 69
oyl bl 100 125057 sro0 aoe
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 19.00 19.20 19.40 19.60

8270-BG102119.M Tue Nov 12 16:39:41 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butyl citrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.67 37.25 ng 994328 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 94
2 Adipic acid. isobutvl 2-methvlpe... 286 C16H3004 1000353-55-7 72
3 Adipic acid. isobutvl 2-octvl ester 314 C18H3404 1000324-44-5 56
4 Dibutvl adipate 258 C14H2604 000105-99-7 56
5 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1000353-55-8 56
Abundance Scan 2822 (19.669 min): BG043596.D (-2816) (-) m/z 185.10 100.00%
185
129
5000
I 7 D 1440 1960 100 2000
VN P NSV WU ot L1 WU S NI AN - A m/z 129.05 61.50%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 LR IR SN SRR SUNRE
19.40 19.60 19.80 20.00
41 259 m/z 57.10 18.92%
g7 111 157
L) leo® T e 213231 | 287 361
m/z--> 50 100 150 200 250 300 350
Abundance #132821: Adipic acid, isobutyl 2-methylpent-3-yl ester
129
19.40 19.60 19.80 20.00
m/z 41.10 17.07%
5000 185 0
111
0 29 il 5H7 | 8J|5 Lol | 1\47 292
m/z--> 50 100 150 200 250 300 350
Abundance #156341: Adipic acid, isobutyl 2-octy| ester
129 19.40 19.60 19.80 20.00
m/z 259.10 15.54%
5000 185
57 111
0 2\9 1) I‘ i 8? Ll \1\47 292 241
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BG102119.M Tue Nov 12 16:39:41 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Octadecanoic acid, 4-hydrox... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

2047  3.18ng 84881  Chrysene-d12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid. 4-hvdroxv-. m... 314 C19H3803 002420-38-4 86
2 NSC 408941 154 C10H180 007316-84-9 64
3 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 47
4 2(3H)-Furanone. dihydro-5-tetrad... 282 C18H3402 000502-26-1 47

5 Propanal, propylhydrazone 114 C6H14N2 019718-39-9 46
Abundance Scan 2958 (20.469 min): BG043596.D (-2954) (-) m/z 85.10 100.00%
8b
5000 55
0 A St A At
3 123 152 179 201220 546264 g, 20.20 20.40 20.60 20.80
0 m/z 55.10 41.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156555: Octadecanoic acid, 4-hydroxy-, methyl ester
85
5000 LA L L L L L LB
55 20,20 20.40 20.60 20.80
29 111 I m/z 41.15 39.73%
128 151 180 199 246 | 282 313
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26616: NSC 408941
85
a1 R R ma e
20.20 20.40 20.60 20.80
5000 6 m/z 57.10 36.36%
139
121
0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12280: 2(3H)-Furanone, dihydro-5-propyl- Al BaREE RS
85 20.20 20.40 20.60 20.80
m/z 43.10 29.87%
5000
29
56
I Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20,20 20.40 20.60 20.80

8270-BG102119.M Tue Nov

12 16:39:42 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Morpholine, 4-phenyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.24 17.67ng 471607  Chrysene-d12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Morpholine. 4-phenvl- 163 C1OH13NO 000092-53-5 59

2 Ethanone. 2-(acetvloxv)-1-phenvl- 178 C10H1003 002243-35-8 35
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 35
4 27-Chloro-5"-methvlbenzanilide 245 C14H12CINO 010286-87-0 35
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 35
Abundance Scan 3089 (21.238 min): BG043596.D (-3083) (-) m/z 105.05 100.00%
5
5000 163
77
51 21.00 21.20 21.40 21.60
Ol L A8L 4 193 219289 266 818 855 | h,777163.10  47.89%
m/z--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
21.00 21.20 21.40 21.60
77 m/z 77.10 31.98%
27 Ot 132
G N L L WL I B
m/z--> 50 100 150 200 250 300 350
Abundance #43578: Ethanone, 2-(acetyloxy)-1-phenyl-
105
21.00 21.20 21.40 21.60
5000 m/z 106.05 7.70%
77
43
0 15 ‘ | | | 136 1?8
m/z--> 50 100 150 200 250 300 350
Abundance #59700: Benzoic acid, phenyl ester
105 21.00 21.20 21.40 21.60
m/z 51.10 7.23%
5000 77
51
oL 28 s 198
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

8270-BG102119.M Tue Nov

12 16:39:43 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Glyoxylamide, N-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 24_.77 ng 661121 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 50
3 Ethanone. 1.2-diphenvl- 196 C14H120 000451-40-1 38
4 N-(4-0x0-4H-chromen-3-vD)benzamide 265 C16H11NO3 1000243-49-5 35
5 Benzamide, N-benzoyl-N-(2-triflu... 369 C21H14F3NO2 1000262-58-9 35
Abundance Scan 3100 (21.303 min): BG043596.D (-3094) (-) m/z 105.10 100.00%
5
163
5000
77
51 21.00 21.20 21.40 21.60
ol b 1123142 § 181 207226 251 275 314 355 s57163.10  72.81%
m/z--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl-
105
163
5000
21.00 21.20 21.40 21.60
77 m/z 77.10 36.12%
27 St 132
0""“}""| L L L B
m/z--> 50 100 150 200 250 300 350
Abundance #33146: Glyoxylamide, N-phenyl-
120 163
21.00 21.20 21.40 21.60
5000 3 77 m/z 106.05 8.56%
0...‘.llu‘h...“ll..\.].AlS.l...|.... ——
m/z--> 50 100 150 200 250 300 350
Abundance #58238: Ethanone, 1,2-diphenyl-
105 21.00 21.20 21.40 21.60
m/z 164.10 8.18%
5000
77
oL 28 5 | | | 122 152 178196
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

8270-BG102119.M Tue Nov 12 16:39:45 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.37 57.17 ng 1526040 Chrysene-d12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(methoxvmethvIl)... 194 C11H1403 1000156-71-2 59
2 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 47
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 43
4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 43
5 Ethanone, 1,2-diphenyl- 196 C14H120 000451-40-1 35
Abundance Scan 3111 (21.367 min): BG043596.D (-3105) (-) m/z 105.10 100.00%
105 149
5000 o
o 122 179196213232 251 271 314 342 21.00 21.20 21.40 21.60
T A e R e m/z 149.10 81.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149
105 1
5000 N A BRI USRS B
77 21.00 21.20 21.40 21.60
45 m/z 77.05 49 .42%
o 27 ] . 122
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166062: 2,3- glmethyl 4a,8a-diphenyl-hexahydro-[1,4]dioxin...
105
21.00 21.20 21.40 21.60
5000 77 m/z 51.10 12.01%
56 149
o3 13 ‘ 7 210 238 2nm
IIII""I""I""IIIII R SR S SR G SN S BN A B DA N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #156210: Diethylene glycol dibenzoate
49 21.00 21.20 21.40 21.60
m/z 150.10 8.50%
5000 j\
o} AR .”An.” AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60

8270-BG102119.M Tue Nov 12 16:39:46 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexadecanoic acid, 2-hydrox... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.42 17.43 ng 465267 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-hvdroxv-1-(... 330 C19H3804 023470-00-0 76
2 Octadecanedioic acid 314 C18H3404 000871-70-5 53
3 Glvcerol l1-palmitate 330 C19H3804 000542-44-9 53
4 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 35
5 Hexanedioic acid, 2-amino- 161 C6H11NO4 000542-32-5 25

Abundance Scan 3120 (21.420 min): BG043596.D (-3116) (-) m/z 239.20 100.00%

57 98 239

5000
257

299 21.20 21.40 21.60 21.80

m/z 57.10 89.38%

o 355
m/z--> 50 100 150 200 250 300 350
Abundance #169234: Hexadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth...

5000
21.20 21.40 21.60 21.80

m/z 43.10 88.19%

154 182 213

04
m/z--> 50 100 150 200 250 300 350
Abundance #156274: Octadecanedioic acid
98
55 L AEER RS e
21.20 21.40 21.60 21.80
5000 m/z 98.10 86.51%
29 ‘(3
125
oL b T 1% 5 200 207 270 2oy
m/z--> 50 100 150 200 250 300 350
Abundance #169227: Glycerol 1-palmitate L e L A
43 21.20 21.40 21.60 21.80

m/z 55.10 76 .65%

5000 98

mmmw ,
m/z--> 150 200 250 300 350 21. 20 21. 40 21 60 21. 80

134 239
6,1 154 182 213 2?7‘281299 330
: -

%

)
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7-Oxodehydroabietic acid, m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.05 3.84 ng 102388 Chrysene-d12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxodehvdroabietic acid. methvl... 328 C21H2803 110936-78-2 90
2 1.3-Diphenvl-4H-1.2.4-triazoline... 253 C14H11N3S 005055-73-2 49
3 3.6.6-Trimethvl-1-0-tolvl-1.5.6.... 268 C17H20N20 1000295-04-0 47
4 Acridin-1(2H)-one. 3.4-dihvdro-3... 282 C18H22N20 146352-02-5 47
5 2-[p-Cyanophenyl]-5-chlorobenzim... 253 C14H8CIN3 146132-86-7 47
Abundance Scan 3227 (22.049 min): BG043596.D (-3222) (-) m/z 253.15 100.00%
243
5000
128 187 213 38
59 01 155 206 21.80 22.00 22.20 22.40
L3 108 210 35 "m/z 328.20 20.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #167877: 7-Oxodehydroabietic acid, methyl ester
253
5000 N RAR AN AR AR AR
328 21.80 22.00 22.20 22.40
187 m/z 254.10 18.59%
43 73 91109 129 155 213 o | op0 296
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104677: 1,3-Diphenyl-4H-1,2,4-triazoline-5-thione
253
21.80 22.00 22.20 22.40
5000 m/z 187.10 16.29%
91
41 64 { L8 167 194
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117443: 3,6,6-Trimethyl-1-O-tolyl-1,5,6, 7-tetrahydro-inda...
253 21.80 22.00 22.20 22.40
m/z 213.10 11.82%
5000
65 197
o \‘. o e | s o
m/z--> 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown22.65 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.65 4.31 ng 115117 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2.3-dihvdroxy... 358 C21H4204 000123-94-4 49
2 Dodecanovl chloride 218 C12H23CI0 000112-16-3 47
3 1.15-Pentadecanedioic acid 272 C15H2804 001460-18-0 43
4 2-Oxecanone. 10-methvl-. (.+/-.)- 170 C10H1802 065371-24-6 38
5 Cyclooctanone, 2-methyl- 140 C9H160 010363-27-6 35

Abundance Scan 3329 (22.648 min): BG043596.D (-3324) (-) m/z 57.10 100.00%

5000

22.40 22.60 22.80 23.00
m/z 98.10 92 .13%

04
m/z--> 50 100 150 200 250 300 350
Abundance #189425: Octadecanoic acid, 2,3-dihydroxypropyl ester

22.I40 22.I60 22.I8O 23.IOO
m/z 43.10 83.58%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #75660: Dodecanoy! chloride
9
N B e
55 22.40 22.60 22.80 23.00
5000 m/z 267.15 64.13%
29
138 183
0 7 ‘ }‘16 | 164 {
- T ‘Il L T ‘I I T T T T I T T T T T T T T I T T T T I T 1
m/z--> 50 100 150 200 250 300 350
Abundance #120783: 1,15-Pentadecanedioic acid e
9 22.40 22.60 22.80 23.00
m/z 55.10 58.02%
5000
55
29 3 126 236
195
ol Yl e B oL SN [
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043596.D

Aca On : 11 Nov 2019 23:12

Operator :© JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown23.29 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.29 3.96 ng 123389 Perylene-d12 24 .82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobaltocene.decamethvl- 329 C20H30Co 074507-62-3 35
2 5.7-Dihvdroxv-3.6.8-trimethoxvfl... 344 C18H1607 071479-92-0 33
3 3-Phenvl-1.2.3.4-tetrahvdropvraz... 329 C20H15N302 1000110-96-7 30
4 1-Hvdroxv-4-(p-toluidino)anthraa... 329 C21H15N03 000081-48-1 30
5 2-(p-Chlorophenyl)-2H-phenanthro... 329 C20H12CIN3 000975-84-8 27
Abundance Scan 3438 (23.289 min): BG043596.D (-3434) (-) m/z 69.10 100.00%
89
T MNL\
5000
43
J{ 95 136 187213 P TR0 920 920 o2 en
11 159 o1 355 23100 23.20 23.40 23.60
oLt i s |52 382 1 h/7z 329.15  73.80%
m/z--> 50 100 150 200 250 300 350
Abundance #168554: Cobaltocene,decamethyl-
329
5000
23.00 23.20 23.40 23.60
m/z 81.10 43 .36%
o285 Slin 1P 187 | 192 259 299
m/z--> 50 100 150 200 250 300 350
Abundance #179670: 5,7-Dihydroxy-3,6,8-trimethoxyflavone
329
| 23.00 23.20 23.40 23.60
5000 m/z 43.10 35.28%
105
0 ‘ “12‘9 169 1?7 il 30‘1‘\| o ‘
m/z--> 50 100 150 200 250 300 350
Abundance #168526: 3-Phenyl-1,2,3,4-tetrahydropyrazino[1,2-a]-naphth... L e ELLELELE i e
329 23.00 23.20 23.40 23.60
m/z 269.20 26.38%
5000
-7 o 224
127 182
ob— stltll by |JL J h : 15‘7“ I‘\I — I\I ‘:252|2|72| |3?O| : —
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111119\
Data File : BG043596.D

Acq On : 11 Nov 2019 23:12

Operator : JU

Sample : K5758-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.16 5.8 ng 56010 1 8.00 194573 20.0
2-Pentanone, 4-hy... 5.10 14.3 ng 138835 1 8.00 194573 20.0
unknown? .55 7.55 56.2 ng 546412 1 8.00 194573 20.0
(+)-2-Bornanone 10.21 3.3 ng 44811 2 10.80 275256 20.0
Ethanol, 2-(2-but... 10.58 7.0 ng 96036 2 10.80 275256 20.0
unknownl10 .86 10.86 3.6 ng 49464 2 10.80 275256 20.0
unknownll.15 11.15 4.7 ng 64468 2 10.80 275256 20.0
unknownl14 .72 14.72 3.3 ng 79065 3 14.63 485887 20.0
n-Hexadecanoic acid 18.27 10.0 ng 305616 4 17.38 610341 20.0
Sulfurous acid, h... 19.31 3.4 ng 103931 4 17.38 610341 20.0
Butyl citrate 19.67 37.3 ng 994328 5 21.64 533896 20.0
Octadecanoic acid... 20.47 3.2 ng 84881 5 21.64 533896 20.0
Morpholine, 4-phe... 21.24 17.7 ng 471607 5 21.64 533896 20.0
Glyoxylamide, N-p... 21.30 24_.8 ng 661121 5 21.64 533896 20.0
1,3-Dioxolane, 2-_... 21.37 57.2 ng 1526040 5 21.64 533896 20.0
Hexadecanoic acid... 21.42 17.4 ng 465267 5 21.64 533896 20.0
7-Oxodehydroabiet... 22.05 3.8 ng 102388 5 21.64 533896 20.0
unknown22 .65 22.65 4.3 ng 115117 5 21.64 533896 20.0
unknown23.29 23.29 4.0 ng 123389 6 24.82 623174 20.0
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