LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample : K6393-01

Misc :

ALS Vial : 14 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 P\METHODS\8270-BP121919.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 5.593 586 596 611 rBV 77755 133977 7.96% 0.966%
2 6.211 695 701 719 rBV 515781 685158 40.70% 4.943%
3 7.752 957 963 975 rBV 354553 500178 29.71% 3.608%
4 7.934 987 994 1004 rBV 978986 1215437 72.21% 8.768%
5 8.210 1036 1041 1048 rBV 15215 23508 1.40% 0.170%
6 8.281 1048 1053 1063 rVB 197180 235948 14.02% 1.702%
7 8.528 1089 1095 1103 rBV 834793 959824 57.02% 6.924%
8 8.981 1167 1172 1181 rVB 19228 25800 1.53% 0.186%
9 9.169 1196 1204 1208 rBV 632740 859724 51.07% 6.202%
10 9.781 1304 1308 1312 rBV 179272 233232 13.86% 1.682%
11 9.828 1312 1316 1333 rVB 166644 286168 17 .00% 2.064%
12 9.975 1336 1341 1345 rBvV2 24205 33442 1.99% 0.241%
13 10.028 1346 1350 1362 rvB2 40011 60047 3.57% 0.433%

14 10.299 1364 1396 1397 rBV 209067 1126219 66.91% 8.124%
15 10.322 1397 1400 1411 rVB 229604 285179 16.94% 2.057%

16 12.098 1695 1702 1706 rBV 1237092 1500322 89.13% 10.823%
17 12.357 1740 1746 1759 rVB 13579 24545 1.46% 0.177%
18 12.769 1811 1816 1820 rBV 26316 31823 1.89% 0.230%
19 13.181 1878 1886 1891 rBV 281271 340707 20.24% 2.458%
20 14.481 2100 2107 2125 rBV 855156 1125626 66.87% 8.120%

21 14.851 2165 2170 2176 rBV 17094 27580 1.64% 0.199%
22 14.910 2176 2180 2184 rVv4 16737 26952 1.60% 0.194%
23 14.957 2184 2188 2192 rVV3 12626 25360 1.51% 0.183%
24 14.998 2192 2195 2201 rVB3 13636 17899 1.06% 0.129%
25 15.134 2214 2218 2224 rBV4 27306 44783 2.66% 0.323%
26 15.198 2225 2229 2236 rVV 22568 42143 2.50% 0.304%
27 15.263 2236 2240 2246 rVB 15942 22377 1.33% 0.161%

28 15.581 2288 2294 2302 rBV 302987 349226 20.75% 2.519%
29 16.469 2441 2445 2458 rBV3 67474 106192 6.31% 0.766%

30 17.263 2576 2580 2586 rBV5 10117 21600 1.28% 0.156%
31 17.457 2609 2613 2626 rVB5 8562 28312 1.68% 0.204%
32 17.557 2626 2630 2640 rBV2 37987 60103 3.57% 0.434%

33 17.733 2656 2660 2673 rBV 296290 455222 27.04% 3.284%
34 17.869 2677 2683 2686 rBV 1609881 1683284 100.00% 12.143%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample : K6393-01

Misc :

ALS Vial : 14 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 P\METHODS\8270-BP121919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.233 2741 2745 2751 rBV3 18159 25203 1.50% 0.182%
36 19.175 2899 2905 2909 rBV5 27526 63617 3.78% 0.459%
37 19.222 2909 2913 2918 rVB 267125 293403 17.43% 2.117%
38 19.510 2959 2962 2967 rVB 24457 28507 1.69% 0.206%
39 19.904 3025 3029 3036 rVB 37470 45013 2.67% 0.325%
40 20.275 3089 3092 3099 rVB 64963 77397 4.60% 0.558%
41 20.669 3154 3159 3164 rBVY 74921 95978 5.70% 0.692%

42 20.992 3208 3214 3222 rVB 195877 269611 16.02% 1.945%
43 21.098 3228 3232 3238 rBY 75412 109465 6.50% 0.790%
44 21.592 3311 3316 3323 rBVY 59513 104535 6.21% 0.754%

45 22.157 3407 3412 3424 rVB3 34124 78716 4.68% 0.568%
46 22.892 3531 3537 3543 rBV 33672 73152 4 .35% 0.528%
Sum of corrected areas: 13862494
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator : JU

Sample : K6393-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001426.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.59 11.36 ng 133977 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 596 (5.593 min): BP001426.D (-586) (-) m/z 42.95 100.00%
43.0
5000 dj\k
1o 520 540 560 580 6.00
I ,| 061 209.4 268.2310.1352.7 4220 4835 536.9 m/z 59.00 57.33%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
520 5.40 5.60 5.80 6.00
m/z 101.10 18.97%
101.0
0|l4'w"w"“|'“' LD I DL L L SIS LI
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
520 540 560 580 6.00
5000 m/z 58.00 12.37%
101.0
0 “$J|"w"“|'“' LB I DL B WL SIS LI
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 520 5.40 5.60 5.80 6.00
m/z 40.95 9.48%
5000
o | 1260
mz-> 0 50 100 180 200 250 300 3% 400 420 500 50 | 520 540 560 880 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 2 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 103.03 ng 1215440 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22
Abundance Scan 993 (7.928 min): BP001426.D (-987) (-) m/z 131.95 100.00%
1319
5000 68.0

7.60 7.80 8.00 8.20
o 174.7 222.9265.5 325.9 383.2427.3471.4 534.4 m/z 68.00 49 _60%

mﬁwﬁwﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 LA L L L L L L L LB LB |
69.0 7.60 7.80 8.00 8.20
I m/z 66.00 40.98%
0,.HEJ”.M&. T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
T T
7.60 7.80 8.00 8.20
5000 m/z 133.95  32.44%
63.0
15.0 1 ]\ |
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l-  EAm T e
56.0 132.0 7.60 7.80 8.00 8.20
m/z 69.10 23 .86%
5000
L B o o o o L o o B N I i e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 4 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 5

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

9.78 16.36 ng 233232 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol., 1.1°-T(1-methvl-1.2-... 192 C9H2004 001638-16-0 78
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 78
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
4 Methane. diethoxv- 104 C5H1202 000462-95-3 72
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64

Abundance Scan 1308 (9.781 min): BP001426.D (-1304) (-) m/z 59.00 100.00%
59.0
5000
e 040 Sho 050 1000 |
o,-J, e ,J 79 224.0268.0811.2 382942044670 M7 "m/z 43.05 23.44%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0
5000 S L UL UL R
9.40 9.60 9.80 10.00
103.0 m/z 102.95 20.69%
0 15.'d u I | 161 0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #152528: Hexaethylene glycol dimethy! ether
59.0
9.40 9.60 9.80 10.00 .
5000 m/z 41.05 20.67%
103.0
o 14701910  265.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 9.40 9.60 9.80 10.00
m/z 45.10 18.07%
5000
103.0
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 5 1-Propanol, 2,2"-oxybis- Concentration Rank 4

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

9.83 20.07 ng 286168 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.2"-oxvbhis- 134 C6H1403 000108-61-2 72
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 2-Propanol. 1-(2-methoxv-1-methy... 148 C7H1603 020324-32-7 64
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64

Abundance Scan 1316 (9.828 min): BP001426.D (-1312) (-) m/z 59.00 100.00%
59.0
5000
103.0
9.60 9.80 10.00 10.20
O‘J, rh ,l. 10052072 2784 8416 41004535 S07.254941 mjz 43.10  30.96%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15091: 1-Propanol, 2,2"-oxybis-
59.0
5000 LI I LN SR SRR
9.60 9.80 10.00 10.20
103.0 m/z 45.10 28.80%
ol1s.
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32646: 2-Butanol, 3,3-oxybis-
59.0
9.60 9.80 10.00 10.20
5000 m/z 41.10 23.60%
103.0
ol15. \ 145.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 9.60 9.80 10.00 10.20
m/z 103.00 20.23%
5000
103.0
0159, ‘
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 6 Quinoline, 1,2,3,4-tetrahyd... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.03 4.21 ng 60047 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline., 1.2.3.4-tetrahvdro-2-... 147 C10H13N 001780-19-4 68
2 2-Propanamine. N-(phenvImethvlene)- 147 C10H13N 006852-56-8 53
3 3-Ethviphenvl isocvanate 147 C9HONO 023138-58-1 50
4 (+)-.alpha.-Phenethvl isocvanate 147 C9HONO 033375-06-3 50
5 4-Ethylphenyl isocyanate 147 C9HONO 023138-50-3 50
Abundance Scan 1350 (10.028 min): BP001426.D (-1346) (-) m/z 131.95 100.00%
131.9
5000
65.0
9.80 10.00 10.20 10.40
Ol L,l " ,n.l. 41808 230.1284.8327.2 406.6450.0 5098 m/z 90.95 75.96%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22301: Quinoline, 1,2,3,4-tetrahydro-2-methyl-
132.0
5000
9.80 10.00 10.20 10.40
m/z 147 .05 42 .93%
oL 270 110
mz-> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance #22286: 2-Propanamine, N-(phenylmethylene)-
132.0
" 9.80 10.00 10.20 10.40
5000 m/z 65.00 34 .88%
77.0
0|""U|L"”'L!|""|""|"" N SN L WAL LI B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22547: 3-Ethylpheny! isocyanate R e B
132.0 9.80 10.00 10.20 10.40

m/z 39.10 18.99%

5000

77.0

?lk Jih

m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Acetamide, N-(2-methylphenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.13  2.56 ng 44783  Phenanthrene-di0 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Acetamide. N-(2-methvlphenvDd- 149 COH1INO 000120-66-1 59

2 Ethanone. 2-(l-methvlethoxv)-1.2... 254 C17H1802
3 Phthalic acid. 3-methoxvbenzvl p... 356 C21H2405

006652-28-4 43

1000377-97-8 38

4 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 38
5 Benzenemethanol, .alpha.-propyl- 150 C10H140 000614-14-2 38
Abundance Scan 2217 (15.128 min): BP001426.D (-2214) (-) m/z 107.00 100.00%
101.0149.1
5000
55.0
14.80 15.00 15.20 15.40
Ol '.|l, .l.LJ",'.u. d gl 2201 2849 3549 410.1458350215491 sz 149.05  94.87%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23634: Acetamide, N-(2-methylphenyl)-
107.0
5000
149.0 14.80 15.00 15.20 15.40
43.0 m/z 121.10 55.47%
ottt b e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105795: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl-
107.0
1490 14.80 15.00 15.20 15.40
5000 m/z 177.10 27.39%
o 30 1950 2540
S e = = S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #187909: Phthalic acid, 3-methoxybenzy!| pentyl ester
149.0 14.80 15.00 15.20 15.40
m/z 55.05 25.12%
5000
o 430 1040 220.0 268.0 356.0
T T T T e T e e L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 8 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.41 ng 42143 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 72
3 Hexestrol. O-pentafluoropropionvl- 416 C21H21F503 1000365-43-4 72
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
Abundance Scan 2229 (15.198 min): BP001426.D (-2225) (-) m/z 135.00 100.00%
135.0
5000
410 9L 14:80 15.00 15.20 15.40 15.60

.0220.2
Ot 4 177:0220.2 2795 329.7 3789 4319 S0L58485 | 71 /77107.00  20.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #66117: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000
14.80 15.00 15.20 15.40 15.60
m/z 90.95 9.87%
57.0 | 206.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23717: Phenol, m-tert-butyl-
135.0
R B N B
14.80 15.00 15.20 15.40 15.60
5000 m/z 41.00 9.79%
41.0
l 9110
O i A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217777: Hexestrol, O-pentafluoropropiony!- e o
135.0 14.80 15.00 15.20 15.40 15.60
m/z 136.00 7.34%
5000
177.0
0 430 910 25‘?03030 388.0
L I o o R B e e e A A RE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40 15.60

8270-BP121919.M Tue Jan 07 04:19:09 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.47 6.08 ng 106192 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2445 (16.469 min): BP001426.D (-2441) (-) m/z 72.95 100.00%

f 256.2 16.20 16.40 16.60 16.80
.*U..';'. L .5.[.1. i3, 3692 438.9 494.9539.8 m/z 43.05 97.45%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

73.0
5000 1291
J 171. 213.2

0!

Abundance #107549: n-Hexadecanoic acid
60.(
5000 1290 LA L L L L L L
16.20 16.40 16.60 16.80
0
171.0213.0256.0 m/z 41.05 87.32%
Oty

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #95851: Pentadecanoic acid
3.0

-

16.20 16.40 16.60 16.80
m/z 60.00 85.71%

5000
2 199.0242.0
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid

3.0 16.20 16.40 16.60 16.80
m/z 55.05 79.41%

5000

-

T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80

8270-BP121919.M Tue Jan 07 04:19:09 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 10 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.56 4.10 ng 60103 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2631 (17.563 min): BP001426.D (-2626) (-) m/z 55.00 100.00%

5000

284.1 17.20 17.40 17.60 17.80

336.3377.3  439.3 489.1531.1

0 m/z 41.05 81.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
.0
5000 LA L L L L L L B B
17.20 17.40 17.60 17.80
185.0 54102840 m/z 60.00 81.09%
0b—4;
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
T
17.20 17.40 17.60 17.80
5000 284.0 m/z 43.05 77.64%
0 129.0
’ 185.0
1 241.0 5720
g
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid R B .
.0 17.20 17.40 17.60 17.80
m/z 73.00 77.19%
5000

129.0

29. 185.0228.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.20 17. 40 17. 60 17.80

8270-BP121919.M Tue Jan 07 04:19:10 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 11 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.73 31.03 ng 455222 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzoll1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 58
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 58
4 Indole.6-methvl-2-(2-thienvl)- 213 C13H11NS 296245-70-0 52
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50

Abundance Scan 2659 (17.728 min): BP001426.D (-2656) (-) m/z 213.10 100.00%

218.1
5000
119.0

65.0 \ 17.40 17.60 17.80 18.00
165.1
O ddd ,l 28L1  857.0397.6440.4 50015434 ' "m/z 119.00 24.03%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0

5000 T
17. 40 17. 60 17. 80 18.00

119.0 m/z 90.95 17.67%

65.0 | 165.0
ottt e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

17.40 17. 60 17. 80 18.00

5000 m/z 228.10 15.61%
63.0 128.0 l |
0 "'I‘"""I"x"l"" R UL U S VLA VLRI BRI O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl-
213.0 17.40 17.60 17.80 18.00

m/z 214.05 14 _.75%

5000
510 920 1570 ||
e MMM

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00

8270-BP121919.M Tue Jan 07 04:19:11 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 12 Heptadecane, 9-octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.90 3.07 ng 45013 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Decane. 1-iodo- 268 C10H211 002050-77-3 90
4 Hexadecane 226 Cl16H34 000544-76-3 81
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
Abundance Scan 3028 (19.898 min): BP001426.D (-3025) (-) m/z 57.05 100.00%
57.0
Fgomo 1960 19.80 20.00 20.20
183.2 - - :
obd il A ON32 23922806 3380 4133 4793 5435 pso 4310 66.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR BN UL B SU
19,60 19.80 20.00 20.20
9.0 m/z 71.05 58.34%
141.0 239.0
0 | 14Y183.0 “°77281.0323.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane
57.0
1960 19.80 20.00 20.20
5000 m/z 85.05 44 .75%
9.0
oh Jﬁﬁ%%M%mmmwo%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116706: Decane, 1-iodo- PR T T T
57.0 19.60 19.80 20.00 20.20
m/z 55.00 28.23%
” w
9.0 155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19,60 19.80 20.00 20.20

8270-BP121919.M Tue Jan 07 04:19:11 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 13 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.27 5.74 ng 77397 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 86
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 86
Abundance Scan 3091 (20.269 min): BP001426.D (-3089) (-) m/z 57.05 100.00%
57.0
5000
70 20,00 20.20 20,40 20.60
141.0  207.0 : : :
oA, ||,J, DA 3L Alss 4715 5295 | nsz 43.10  77.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 BRI AR

20 00 20. 20 20 40 20 60
m/z 71.10 68 .53%

141.0183.0225.0 281.0 337.0 394.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #141426: Heneicosane

20.00 20.20 20.40 20.60
m/z 85.00 43 _.39%

5000

o 141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194492: Hexacosane e LB L e s
20.00 20.20 20.40 20.60

m/z 41.05 34.87%

5000

9.0 366.0
141.0183.0225.0267.0309.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20 60

8270-BP121919.M Tue Jan 07 04:19:12 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 14 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.67 7.12 ng 95978 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
Abundance Scan 3159 (20.669 min): BP001426.D (-3154) (-) m/z 57.05 100.00%
5%.0
5000
20 ' 20.40 20.60 20.80 21.00
40.9 207.0 : : : :
0 ..,....Jl.l.]t.,....,....26.4.????.3.3.?“3..1..,.4.3.1-.44.7.1-.5.,?.2?-.4,. m/z 43.10 71.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane

20 40 20. 60 20 80 21. OO
m/z 71.05 60.65%

5000

324.0
141.0183.0925.0267.0

(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
i Bt i St
20.40 20.60 20.80 21.00
5000 m/z 85.05 44 _20%
.0
0 1410~ 21002530 3090 3660
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl- T T T
43.0 20.40 20.60 20.80 21.00
m/z 55.05 28.64%
5000 5.0
238 0281'0
ol dy 12701600 2589 | 32903650
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. 00

8270-BP121919.M Tue Jan 07 04:19:13 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 15 Eicosane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.10 8.12 ng 109465 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 3-methvl- 296 C21H44 006418-46-8 95
2 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 95
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3232 (21.098 min): BP001426.D (-3228) (-) m/z 57.05 100.00%
57.0
5000
?““wwmnm1m1mm4wzm% 20.80 2100 21.20 21,40 _
oA A T o e e m/z 43.10 73.90%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141428: Eicosane, 3-methyl-
57.0
5000 U UL UM B I

20.80 21.00 21.20 21.40
m/z 71.05 59.40%

J }9? 0141.0183.0225.0

267 0
(O R o e R ”""'w"“ R R AEE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0
T T T
20.80 21.00 21.20 21.40
5000 m/z 85.05 44 .14%
295.0
9.0
0l15.9 |, 141.0183.0225.0 337.0 435.0
ret A A A A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- o a s R
57.0 20.80 21.00 21.20 21.40
m/z 41.05 28.92%
5000
9.0 1540
0 ‘ 3.197023902810
IR o o o e e LRI i e o o B e S R N ELmEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 80 21. 00 21 20 21. 40

8270-BP121919.M Tue Jan 07 04:19:13 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 16 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.59 7.75 ng 104535 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
Abundance Scan 3316 (21.592 min): BP001426.D (-3311) (-) m/z 57.05 100.00%
51.0
00 21.20 21.40 21.60 21.80 22.00
141.1 1971 . . . . .
ob LLLLLLES- 1971 2533 320336314083 4794 5473 (743705 80.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 I DU DRI BRI I
21'20 21.40 21.60 21.80 22.00
0.0 m/z 71.05 57.00%
0 11410 21009530 3090 g6
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43.0
21.20 21.40 21.60 21.80 22.00
5000 50 m/z 85.05 45_29%
224.0
m/z--> 55 160 1éo 260 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- L B
43.0 21.20 21.40 21.60 21.80 22.00
m/z 55.10 28.84%
5000 \VWWWWM”WﬂFM/\W“ﬂ”W“WWWN~w
5.0
m/z--> 55 160 1éo 260 250 300 350 400 450 500 550 21/20 21.40 21.60 21.80 22.00

8270-BP121919.M Tue Jan 07 04:19:14 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 17 Octadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.16 5.84 ng 78716 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
2 Tricosane 324 C23H48 000638-67-5 76
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 72
4 Octacosane 394 C28H58 000630-02-4 68
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 3413 (22.163 min): BP001426.D (-3407) (-) m/z 57.05 100.00%
57.0
5000
PN SUNA SR B
mlm% 283.1 21.80 22.00 22.20 22.40
ok, J ]h et b e e o 0214796 5295 | Tm/z  43.00 61.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #117648: Octadecane, 2-methyl-
43.Q
5000 R AR VAL AR BN
5.0 2180 22.00 22.20 22.40
m/z 71.05 59.17%
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #164577: Tricosane
57.0
21.80 22.00 22.20 22.40
5000 m/z 85.10 43.98%
9.0
1ﬂ$%%%wmowm
R e R R L B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B e e N R
43.0 21.80 22.00 22.20 22.40
m/z 55.00 29.65%
5000 50
N u?@monw %Mwo
m/z--> 50 100 150 200 250 300 350 400 450 500 5850 2180 22.00 22.20 22.40 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001426.D

Aca On : 26 Dec 2019 17:26

Operator :© JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 18 4-Dibenzofuranamine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.89 5.43 ng 73152 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Dibenzofuranamine 183 C12H9NO 050548-43-1 64
2 Fumaric acid. 4-cvanophenvl isoh... 301 C17H19NO4 1000344-81-3 59
3 2.5-Dimethvl-4-phenvilpvridine 183 C13H13N 003971-69-5 59
4 2-Hvdroxvcarbazole 183 C12H9NO 000086-79-3 59
5 Quinoline-3-carbonitrile, 2-amin... 183 C11H9N3 028448-11-5 59
Abundance Scan 3537 (22.892 min): BP001426.D (-3531) (-) m/z 183.05 100.00%
18B.1
5000 /\\‘
9.0 3280 2280 23,00 2320
338.1
o390, | 1349 | 212 2033901 4176462850495485 /o 90" 05 16.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47985: 4-Dibenzofuranamine
188.0
5000 LN B BN UGN R
nmnmmmmm
m/z 184.05 13.21%
127.0
S L S S W I L L B LIS B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145575: Fumaric acid, 4-cyanophenyl isohexyl ester
188.0
22.60 22.80 23.00 23.20
5000 99.0 m/z 65.00 8.24%
43.0
Oy '?gqo""l'“' [T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48021: 2,5-Dimethyl-4-phenylpyridine
188.0 22.60 22.80 23.00 23.20
m/z 128.00 6.74%
5000
770 1410
[ e T el o T e B o 2 L B e
m/z--> sb 160 150 200 250 300 3éo 460 4%0 560 séo 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122619\
Data File : BP001426.D

Acq On : 26 Dec 2019 17:26

Operator : JU

Sample - K6393-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919._M
Quant Title : 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]
2-Pentanone, 4-hy... 5.59 11.4 ng 133977 1 8.28 235948 20.0
unknown7 .93 7.93 103.0 ng 1215440 1 8.28 235948 20.0
2-Propanol, 1,1"-._._. 9.78 16.4 ng 233232 2 10.32 285179 20.0
1-Propanol, 2,2"7-__. 9.83 20.1 ng 286168 2 10.32 285179 20.0
Quinoline, 1,2,3,... 10.03 4.2 ng 60047 2 10.32 285179 20.0
Acetamide, N-(2-m... 15.13 2.6 ng 44783 4 15.58 349226 20.0
Phenol, 4-(1,1,3,... 15.20 2.4 ng 42143 4 15.58 349226 20.0
n-Hexadecanoic acid 16.47 6.1 ng 106192 4 15.58 349226 20.0
Octadecanoic acid 17.56 4.1 ng 60103 5 19.22 293403 20.0
Phenol, 4,4"-(1-m... 17.73 31.0 ng 455222 5 19.22 293403 20.0
Heptadecane, 9-oc... 19.90 3.1 ng 45013 5 19.22 293403 20.0
Octacosane 20.27 5.7 ng 77397 6 20.99 269611 20.0
Tricosane 20.67 7.1 ng 95978 6 20.99 269611 20.0
Eicosane, 3-methyl- 21.10 8.1 ng 109465 6 20.99 269611 20.0
Docosane, 11-butyl- 21.59 7.8 ng 104535 6 20.99 269611 20.0
Octadecane, 2-met... 22.16 5.8 ng 78716 6 20.99 269611 20.0
4-Dibenzofuranamine 22.89 5.4 ng 73152 6 20.99 269611 20.0
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