LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 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-BG081919.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.132 3 7 25 rvB 504110 987185 38.23% 4 .800%
2 5.571 414 422 429 rBV 660185 1115691 43.20% 5.425%
3 5.629 429 432 441 rVB 22274 43429 1.68% 0.211%
4 7.175 685 695 712 rBV 702301 1293037 50.07% 6.287%
5 7.539 749 757 767 rBV 765340 1337198 51.78% 6.502%
6 8.009 830 837 844 rBV 233806 403091 15.61% 1.960%
7 8.250 870 878 885 rBV2 26933 54319 2.10% 0.264%
8 8.332 885 892 903 rVB 592192 1032937 40.00% 5.023%
9 9.172 1028 1035 1045 rVB 420640 769238 29.79% 3.740%
10 10.829 1308 1317 1324 rBvV 293122 563764 21.83% 2.741%

11 13.285 1727 1735 1747 rBV 1264514 2000511 77.46% 9.728%
12 14.108 1869 1875 1887 rBV 47323 75797 2.93% 0.369%
13 14.307 1903 1909 1919 rBV 69599 151529 5.87% 0.737%
14 14.666 1959 1970 1976 rBV 526650 840691 32.55% 4.088%
15 16.152 2217 2223 2229 rBV 1020374 1641067 63.54% 7.980%

16 16.405 2262 2266 2270 rVB 38377 50689 1.96% 0.246%
17 16.493 2277 2281 2286 rBV 71072 111971 4_.34% 0.544%
18 16.552 2287 2291 2298 rVV2 81232 159372 6.17% 0.775%
19 16.616 2298 2302 2306 rvv2 78629 119079 4.61% 0.579%
20 16.657 2306 2309 2314 rVB 42163 58000 2.25% 0.282%

21 16.816 2332 2336 2342 rVB4 59126 107166 4._.15% 0.521%
22 16.881 2343 2347 2351 rBV 80126 112365 4 _35% 0.546%
23 16.957 2357 2360 2364 rVB2 44316 58042 2.25% 0.282%
24 17.163 2391 2395 2400 rBV 165410 217282 8.41% 1.057%
25 17.269 2409 2413 2417 rVB2 85489 114700 4._.44% 0.558%

26 17.415 2432 2438 2442 rBV2 605390 929940 36.01% 4.522%
27 17.457 2442 2445 2452 rVB 135111 210663 8.16% 1.024%
28 18.308 2587 2590 2593 rBV2 81780 101143 3.92% 0.492%
29 19.472 2783 2788 2794 rVB 325333 461960 17.89% 2.246%
30 19.830 2846 2849 2854 rVB 281136 362925 14.05% 1.765%

31 20.030 2878 2883 2889 rVB 1974033 2582532 100.00% 12.558%
32 21.581 3144 3147 3152 rVB 115639 150121 5.81% 0.730%
33 21.693 3159 3166 3171 rBV2 682971 1340686 51.91% 6.519%
34 24.936 3711 3718 3727 rBV2 365077 1007248 39.00% 4._.898%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20565368
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042369.D

2000000

1500000

1000000

7.54

7.17
5.57 8.33

5000004 9.17

10.83

.63

0|||||||||||||||||||||||||||||||||||||||| LN L L I I I L L L L LB

Time--> 350 400 450 500 550 6.00 6.50 7.00 7.50 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG042369.D

20,03

2000000

1500000
13.28

1000000

19.4719.83

14.67

500000 21.

0 L L e e e o o LA B e e s o L o LA o

'|_l_|‘
Time--> 13.00 13.50 14. OO 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: BG042369.D

2000000

1500000

1000000

24.94
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\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 3

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

3.13 48.98 ng 987185 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.132 min): BG042369.D (-3) (-) m/z 73.10 100.00%
7B

-

5000
43 55 87
| 207 3.20 3.30 3.40 3.50
ol b e o %% m/z 43.10  33.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L L B L BRI
43 3.20 3.30 3.40 3.50
5 87 m/z 87.10 27.32%
||
0.,.':'..','.'...,.. L B o L s o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R R e R
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 25.87%
Al
S O 0 - —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.36%
5000
45
29
0 H \‘\‘ 5\5 Jl 101
e e e e e e e R R E e S RERRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Benzene, 1,3-dimethyl- Concentration Rank 13

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

5.63 2.15 ng 43429 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Xvlene 106 C8H10 000106-42-3 90
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 90
3 o-Xvlene 106 C8H10 000095-47-6 90
4 Ethvlbenzene 106 C8H10 000100-41-4 72
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 59

Abundance Scan 432 (5.629 min): BG042369.D (-429) (-) m/z 91.05 100.00%
il
5000 106
B 51 e 520 540 560 580 6.00
N O 1IN AN | MNP NSO N | N m/z 106.05  47.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5078: p-Xylene
o
106
5000 IS IR I L
520 5.40 5.60 5.80 6.00
17 m/z 105.10 27.42%
27 ° 45 ﬁl 65 Iy 85
R R R AR s Ra A A s RS RS s R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
o
A e
5.20 5.40 5.60 5.80 6.00
5000 106 m/z 77.10 12.14%
39 51 77
b 2 Las st B e | e [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: 0-Xylene e e e
il 5.20 5.40 5.60 5.80 6.00
m/z 103.00 8.74%
5000 106
51 7
o 15 2t Pyl B e | e ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.54 Concentration Rank 1

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

7.54 66 .35 ng 1337200 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 757 (7.539 min): BG042369.D (-749) (-) m/z 132.00 100.00%
5000 /\;
68
40 | % J 7.20 740 7.60 7.80
54 - - -
Ol L7 87 L3515y | m/z 68.10 33.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RASERARAN RRARE
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 33.66%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR L L IR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 22.01%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P e
57 132 7.20 7.40 7.60 7.80
24 m/z 96.10 13.63%
5000 og M° /\_
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, IS | W
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1-Dodecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14_.31 3.60 ng 151529 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 1-Undecanol 172 C11H240 000112-42-5 91
3 Decvl trifluoroacetate 254 C12H21F302 000333-88-0 91
4 Pentafluoropropionic acid. decvl... 304 C13H21F502 959000-65-8 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
Abundance Scan 1909 (14.307 min): BG042369.D (-1903) (-) m/z 55.05 100.00%
43
5000
| 14.00 14.20 14.40 14.60
Ok m/z 69.10 85.42%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #50315: 1-Dodecanol
43 55 69
83
5000
29 14.00 14.20 14.40 14.60
m/z 56.10 83.33%
obrrrr Ll
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #39772: 1-Undecanol
41 55 69
83 14.00 14.20 14.40 14.60
5000 97 m/z 43.10 80.07%
2
IR INE:
REECN 8]
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #105158: Decy! trifluoroacetate T T
43 B 69 14.00 14.20 14.40 14.60
m/z 41.10 74 .58%
83
5000 97
29 111
L5 | ol “\ || 127140 155167 185 207 a3
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.41 ng 111971 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
2 1-Adamantanecarboxvlic acid. 2-p... 220 C14H2002 107144-95-6 72
3 4-(1.1-Dimethvlpropovphenvl ace... 206 C13H1802 1000373-45-3 56
4 4.4"-Dimethoxvbenzil 270 C16H1404 001226-42-2 50
5 D-Alanine, N-(3-anisoyl)-, butyl... 279 C15H21NO4 1000354-04-3 50
Abundance Scan 2280 (16.487 min): BG042369.D (-2277) (-) m/z 135.05 100.00%
5000

16.20 16.40 16.60 16.80

107
A g3 77 91 121 | 149 166 187 203 220234 260

0...,....,"....,....',..'.'.,....','... A B Raa REE LBl L e m/z 107 .05 12.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135
5000 LA L L L L L L L

16.20 16.40 16.60 16.80
m/z 136.05 11.32%

41 57 107
27 1 7 7791 7"121 | 149163 191206

Ot e e R e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77389: 1-Adamantanecarboxylic acid, 2-propenyl ester
135
R B e R
16.20 16.40 16.60 16.80
5000 m/z 121.10 8.12%
79 93
oL 27 4lss | 107 | 163179 220
LA A R o o o e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate Rl e
135 16.20 16.40 16.60 16.80
m/z 41.10 6.70%
5000
164
27 43 63 77 91 ‘ 121 | 149 ‘ 177191206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Acetamide, N-(4-methylphenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.55 3.43 ng 159372 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(4-methvlphenvl)- 149 C9H11NO 000103-89-9 52
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 52
3 Acetamide. N-(2-methviphenvl)- 149 C9H11NO 000120-66-1 50
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 43
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 38

Abundance Scan 2291 (16.552 min): BG042369.D (-2287) (-) m/z 149.10 100.00%
149
107
5000 121
135 191
55 o eln 1aan aetan
41 7 91 220 16.20 16.40 16.60 16.80
Ot bl 2OSY2 | 2084 242 Ths77107.00  72.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23636: Acetamide, N-(4-methylphenyl)-
107
5000 USRS AR AR B
149 16,20 16.40 16.60 16.80
43 . m/z 121.05 50.87%
1528 | .63 91 | 119132
m/z--> ﬁo 40 éo 80 160 120 140 160 180 200 220 240
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107
16.20 16.40 16.60 16.80
5000 m/z 191.10 35.73%
149
43
15 30 | 63 7 91 | 120133
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance #23633: Acetamide, N-(2-methylphenyl)- T
107 16.20 16.40 16.60 16.80
m/z 135.10 31.97%
5000 149
43
77
0 27 ([ 63\ ‘H 9\1 Al 120134 |
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.56 ng 119079 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 53
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
3 Hexestrol 270 C18H2202 000084-16-2 50
4 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 43
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 40
Abundance Scan 2303 (16.622 min): BG042369.D (-2298) (-) m/z 135.10 100.00%
135
5000
107121 149
4l 55 77 91 ‘ | 191 505 220 16.40 16.60 16.80 17.00
3 S AU/ ORI R N ,.~.|-..1,6.:?.1.7,7....29?..'..~..2f‘.2]..,.... m/z 107.05 28.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 LLALL UL B UM B

107 16.40 16.60 16.80 17.00
m/z 121.05 26.81%
27 455 77 91 | 121 | 149164

o SN AP eSS U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23717: Phenol, m-tert-butyl-
135
A REEaE Ba s
16.40 16.60 16.80 17.00
5000 m/z 149.10 24 _38%
107 150
41
oL 2 [ s, O ‘120 a
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119449: Hexestrol R B e
135 16.40 16.60 16.80 17.00
m/z 136.10 9.62%
5000
107
ol 28 4l 55 77 91 | 120 | 149165 181 199212 270
T e e e o T e S R ABRE maEEs B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 40 16 60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.82 2.30 ng 107166 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 58
2 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 53
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 53
4 Benzene. 1l-butvl-4-methoxv- 164 C11H160 018272-84-9 49
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 46
Abundance Scan 2337 (16.822 min): BG042369.D (-2332) (-) m/z 149.10 100.00%
149
107
5000 121 163
a B 7 13 1660 16.80 17.00 17.20
0Lt bt ol 185 207209 242 289 | n S an e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000 LR SR B SULBURH SR
43 16.60 16.80 17.00 17.20

m/z 121.10 50.03%

66 79 go 121134

o,n.w.”.“.dh”.......”,”.w.”...” i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149
R AR RRmEE B
16.60 16.80 17.00 17.20
5000 m/z 163.10 49.20%
121
41
o 3 7T 107 | 434 | 163 1o 207220
,,,,,,,, EEaas s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole AN REmEE B S
149 16.60 16.80 17.00 17.20
m/z 135.10 17.24%
107
5000
39 52 79
IEANE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.42 ng 112365 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
4 4-Methvl-2-(phenvlacetv)phenol 226 C15H1402 024258-63-7 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 64
Abundance Scan 2347 (16.881 min): BG042369.D (-2343) (-) m/z 135.10 100.00%
135
5000
4 65 911?7 161181 201220 242258 1660 1680 17.00 1720 _
Obrrrprrrefrrrr et et bt P s e oty e e e || M7z 107.00 14 . 36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135
5000 LN BULIN BUMLR I UM

16.60 16.80 17.00 17.20
m/z 136.00 10.85%

57 107
ol 18 419" 75 917 | 17 206
o B L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135
LA ma e
16.60 16.80 17.00 17.20
5000 m/z 41.10 5.58%
9 107
o 41 57 74 917 | 161 188206 231247 281300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54398: 4-tert-Butylpheny! acetate R BAREE EEE
135 16.60 16.80 17.00 17.20
m/z 95.10 5.35%
5000
107
s P oes 91 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2-Propanol, 1-chloro-, phos... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.16 4_.67 ng 217282 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 93
2 Bis(1l-chloro-2-propvD)(3-chloro-... 326 C9H18CI1304P 137909-40-1 38
3 4-Chloro-2-nitrobenzoic acid 201 C7H4CINO4 006280-88-2 27
4 2-Butvl methvlphosphonofluoridate 154 C5H12F02P 000352-52-3 25
5 Tris(3-chloropropyl) phosphate 326 C9H18CI304P 001067-98-7 16
Abundance Scan 2395 (17.163 min): BG042369.D (-2391) (-) m/z 125.00 100.00%
9 125
4l 201
5000
77
9 16.80 17.00 17.20 17.40
0! m/z 99.00 95.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000 157 U UL SR B
201 277 16.80 17.00 17 20 17.40
77 175 m/z 41.10 64.79%
ol 15 59 | , 233251 | 293311327
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99
125 LN SUNIURE AL BV I
157 16.80 17.00 17.20 17.40
5000 175 5y, 277 m/z 200.95 58.19%
as 7 ‘ 233
251 293
0 ||||||||||||||L|L||||\||||||||||||‘|||‘||||| ||||‘|’ S ‘II”L\ ”I“I ”‘IJI — ”IPI |3|:|I-|3|||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #62060: 4-Chloro-2-nitrobenzoic acid
5 99 16.80 17.00 17.20 17.40
201 m/z 157.00 47 .90%
20 157
5000 50 127
. 12 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Bis(l-chloro-2-propyl)(3-ch... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.27 2.47 ng 114700 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(l-chloro-2-propv)(3-chloro-... 326 C9H18CI1304P 137909-40-1 64
2 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 59
3 Bis(3-chloro-1-pronovI)(1l-chloro-... 326 C9H18CI1304P 137888-35-8 58
4 Tris(3-chloropropvl) phosphate 326 C9H18CI304P 001067-98-7 27
5 1-[5-Nitro-6-uracilyl]-2-[4-fluo... 277 C12H8FN304 343354-75-6 25

Abundance Scan 2413 (17.269 min): BG042369.D (-2409) (-) m/z 99.00 100.00%

99
41 125 157
5000

77 TTT T1TT TT 17T TT 1T TTT1 T
llt 57 l 17. 00 17. 20 17. 40 17. 60
[N fiN

SN TV m/z 41.10 75.00%

Ll |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99
125
157

5000 175 N —
201 2t 17.00 17,20 1740 17,60

233 m/z 125.00 73.87%

I i JL ‘ “
251 293
...,|.|.|...s?.«..-J-I,l-.... U112 0 A 1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166336: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125

17.00 17. 20 17.40 17.60

o

o

ot 201 2 /z 157.00 67.97%
5000, 45 ., 175 msz - -2
233
251 293
. R0 5
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate R e EEEEE e
99 17.00 17.20 17.40 17.60
m/z 116.90 43.90%
157
5000 175
117
139
77 ‘ 251 2r 293
R 0 %PV DR V|V YOV
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042369.D

Aca On : 20 Aug 2019 22:31

Operator : HP/JU

Sample : K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.18 ng 101143 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Octadecanoic acid 284 C18H3602 000057-11-4 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2590 (18.308 min): BG042369.D (-2587) (-) m/z 73.10 100.00%
43 | 7B
129
5000

18.00 18.20 18.40 18.60

271287302
(o} m/z 60.10 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43
5000 129 LA L L L L L I I B B |
18.00 18.20 18.40 18.60
m/z 43.10 84 .04%
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43
I e A RERREEEE
18.00 18.20 18.40 18.60
5000 m/z 57.10 75.77%
il
o5 ..,.‘a..‘,‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid I e A RERREEEE

18.00 18.20 18.40 18.60
m/z 55.10 72.64%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042369.D

Acq On : 20 Aug 2019 22:31

Operator : HP/JU

Sample - K4388-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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... 3.13 49.0 ng 987185 1 8.01 403091 20.0
Benzene, 1,3-dime... 5.63 2.1 ng 43429 1 8.01 403091 20.0
unknown? .54 7.54 66.3 ng 1337200 1 8.01 403091 20.0
1-Dodecanol 14.31 3.6 ng 151529 3 14.67 840691 20.0
Phenol, 4-(1,1,3,... 16.49 2.4 ng 111971 4 17.42 929940 20.0
Acetamide, N-(4-m... 16.55 3.4 ng 159372 4 17.42 929940 20.0
Phenol, 4-(1,1-di... 16.62 2.6 ng 119079 4 17.42 929940 20.0
1-(6-Methyl-2-pyr... 16.82 2.3 ng 107166 4 17.42 929940 20.0
Carbamic acid, N-... 16.88 2.4 ng 112365 4 17.42 929940 20.0
2-Propanol, 1-chl... 17.16 4.7 ng 217282 4 17.42 929940 20.0
Bis(1-chloro-2-pr... 17.27 2.5 ng 114700 4 17.42 929940 20.0
n-Hexadecanoic acid 18.31 2.2 ng 101143 4 17.42 929940 20.0
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