LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

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 F\METHODS\8270-BF121218 .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 3.246 194 197 206 rBvV 82968 184756 2.16% 0.288%
2 5.010 490 497 505 rBV 331939 485700 5.68% 0.757%
3 5.093 507 511 517 rBV 177231 171691 2.01% 0.268%
4 5.416 561 566 570 rBVY 6940782 7819204 91.49% 12.187%
5 6.434 733 739 757 rBVY 7262910 8546861 100.00% 13.321%
6 6.569 757 762 765 rBY 7828014 7835426 91.68% 12.212%
7 6.792 796 800 804 rBVY 1935000 1552097 18.16% 2.419%
8 6.951 823 827 830 rBVY 6624208 5959127 69.72% 9.288%
9 7.192 865 868 872 rBV 209471 187930 2.20% 0.293%
10 7.357 889 896 899 rBV2 4767789 5596927 65.49% 8.723%

11 8.075 1014 1018 1021 rBV 2151481 1784802 20.88% 2.782%
12 9.157 1196 1202 1205 rBV 7262773 6938826 81.19% 10.815%
13 9.545 1264 1268 1271 rBV 672818 600330 7.02% 0.936%
14 9.827 1311 1316 1320 rBV2 1888140 1585379 18.55% 2.471%
15 10.616 1445 1450 1453 rBV 3833619 3426495 40.09% 5.340%

16 11.310 1564 1568 1571 rBV 1645921 1434700 16.79% 2.236%
17 11.333 1571 1572 1576 rVV 324319 199640 2.34% 0.311%
18 11.380 1576 1580 1583 rVB2 74024 88939 1.04% 0.139%
19 11.845 1655 1659 1663 rBV2 844189 744201 8.71% 1.160%
20 12.521 1771 1774 1777 rBV 482797 414551 4._.85% 0.646%

21 12.627 1789 1792 1798 rBV 369963 421463 4._.93% 0.657%
22 12.751 1807 1813 1816 rBV 350226 377089 4.41% 0.588%
23 12.898 1834 1838 1842 rBV 5315478 4959016 58.02% 7.729%
24 12.951 1844 1847 1854 rVV7 50419 86927 1.02% 0.135%
25 13.751 1980 1983 1987 rBV2 228131 313213 3.66% 0.488%

26 13.786 1987 1989 1991 rBV 221733 231798 2.71% 0.361%
27 13.945 2012 2016 2019 rBV 1307551 1381571 16.16% 2.153%
28 15.386 2257 2261 2265 rBV 665566 832180 9.74% 1.297%

Sum of corrected areas: 64160839
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111334.D
6.48(57
7000000 5.42 6.95

6000000
5000000 7.36
4000000
3000000

2000000 6.79

1000000

3.25 5.@lng L 7.19

o—— 1}
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111334.D

7000000

6000000 12.90

5000000
4000000 10.62

3000000

8.07
2000000 9.83 11.31

1000000 9.55 U3 1185 1252 63.75 h
) 88 .95

I
LI R B B S B B BN H N T T =TT LI B LI B T T T T T T T T T T T T T T T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111334.D

7000000
6000000
5000000
4000000
3000000
2000000 13.94

15.39
1000000 1EB7ED

77—

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Propylene Glycol Concentration Rank 8

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

3.25 2.38 ng 184756 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 78
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 Butanenitrile. 2-(methoxvmethoxv) 129 C6H11NO2 1000196-86-5 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 198 (3.251 min): BF111334.D (-194) (-) m/z 45.10 100.00%

435.1
5000

3.00 3.20 340 3.60
39.0 55.0 61.1
0..,....,....,....,....,....,....,....,...|! T m/z 43.05 16.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #940: Propylene Glycol
45.0
5000 LIRS

3.00 3.20 3.40 3.60
m/z 61.10 5.75%

31.0
o 150 260, 39.0][,| 550610 76.0
e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
R RRRE EEE o
3.00 3.20 3.40 3.60
5000 m/z 43.95 5.37%
190 29.0
0 14.0™ [, 39.0 | 550610 76.0
A B s RRR RN B B L L e SARAY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol S E AR EREEE e
45.0 3.00 3.20 340 360

m/z 46.00 3.33%

5000
14,0190 26010 390 |, 55.0 61.0 75.0
SN O Ry PATI I = NI O R - M SN | E——

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 6.26 ng 485700 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 497 (5.010 min): BF111334.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 [T T
4.60 4.80 5.00 5.20 5.40
O rrrrr el 892 830 | a2 s 5e 0 54, 56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L
59.0 460 480 500 520 5.40
m/z 101.10 16.33%
31.0 g3 1010
O'W'“Tﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
460 480 500 520 540
5000 m/z 58.00 13.31%
41.0
O'W'”MM”JJ“'P'“V'”?%Q'ﬁqp'“ﬂt”'P“'P'”l“”l”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester REBENEEEEE ey e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.34%
5000 41.0
0 LN 1L 1730 1260 1420
mz-> 20 % 4 50 60 70 8 60 100 110 130 130 140 | | 450 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 3 Benzene, chloro- Concentration Rank 9

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

5.09 2.21 ng 171691 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 93
2 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 35
3 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 35
4 3-Nitropvrrole 112 C4H4N202 005930-94-9 16
5 s-Hydroxymethylthiobenzoate 168 C8H802S 023853-33-0 12

Abundance Scan 511 (5.093 min): BF111334.D (-507) (-) m/z 112.00 100.00%
119.0
771
5000
51.0 I —
38.0 480 5.00 5.20 5.40
Ol b oSty 898 970 Wl "m/z 77.10 55.47%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6347: Benzene, chloro-
112.0
5000 7.0 ---u----u----u----ﬂ---
4.80 5.00 5.20 5.40
51.0 m/z 114.00 28.73%
oL 180270 380 || 610 | 860 970
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6350: Phenol, 4-fluoro-
112.0
480 500 5.20 540
5000 m/z 51.00 23.65%
83.0
57.0
0 31‘0 1 450\ | “ ulls 73\‘) | 94.0 |
mz> 10 20 30 40 50 6 70 8 9 100 110 130
Abundance #6351: Phenol, 3-fluoro- ||||IIII|IIII|IIII|L_III
112.0 4.80 5.00 5.20 5.40
m/z 50.00 19.51%
5000
84.0
0 20.0 390  530| M BO 94.0 ‘
R N N N S N R R L 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.57 Concentration Rank 1

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

6.57 100.97 ng 7835430 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111334.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 SARPEAAREE AR SRR
40.0 54 J 6.20 6.40 6.60 6.80 7.00
0 <0 T . | m/z 68.05 41.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA U R

6.I20 6.40 6.I60 6.80 7.00
m/z 134.00  34.24%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A BEEERE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 27.42%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.68%
74.0
116.0
5000 98.0
MNP RN T N YY1 SO | | G
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 10.37 ng 744201 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1660 (11.851 min): BF111334.D (-1655) (-) m/z 43.05 100.00%
. .0

5000

1571822132 LA IL  LL L L L LBL
-+ 185, 256.2,0 | s 11.60 11.80 12.00 12.20
0! : . m/z 73.00 98.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LIS L L L L L L
11.60 11.80 12.00 12.20
0
157.0 1850 2130 256.0 m/z 57.10 84.87%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43.0 | 730
T
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 82.12%
171.0
98.0 214.0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452: Tetradecanoic acid e REEEE REE e L
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 71.24%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.88 ng 421463 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 52
Abundance Scan 1792 (12.627 min): BF111334.D (-1789) (-) m/z 43.10 100.00%
431
73.0
5000

12.40 12.60 12.80 13.00
m/z 57.10 81.28%

185.2

241.2 284.3315 1

04
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid

3

5000 LA L L L L L L L LB
12. 40 12. 60 12. 80 13. 00
m/z 73.00 75.01%
04
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
T T e T T
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 68.73%
‘ L 199.0 242.0
0 ...LHJM.JLM*J.n.hFQQ..iﬂ...‘,.... B an I
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.10 67.39%
5000 129.0
H H 171 0 213.0 256.0
m/z--> 50 100 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 (3-Phenyloxiran-2-yl)methyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.53 ng 313213 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-Phenvloxiran-2-vImethvl benz... 254 C16H1403 1000366-96-1 64
2 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 50
3 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 47
4 Benzenepropanamide. .alpha.-(ben... 284 C16H16N203 058690-81-6 36
5 Benzoic acid, 2,3-dimethylphenyl... 226 C15H1402 1000360-68-4 35
Abundance Scan 1983 (13.751 min): BF111334.D (-1980) (-) m/z 105.00 100.00%
105.0
5000 163.1
T
51.0 226.1 13.40 13.60 13.80 14.00
Ol T 285132123561 4022 4862 /5 163.10 | 43.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 N RIS U B
163.0 13.40 13.60 13.80 14.00
m/z 77.00 26.48%
51.0
0 ‘ 254.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoate
105.0
163.0 13.40 13.60 13.80 14.00
5000 m/z 91.00 13.22%
59.0
ol L 20702420 343.0
AR SR AL SARLELELA SURLELALA SARLLEL UL UL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32818: Morpholine, 4-phenyl- A B RE S e
105.0 13.40 13.60 13.80 14.00
m/z 106.00 8.14%
163.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111334.D

Aca On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample : J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Morpholine, 4-phenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.36 ng 231798 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 53
2 Benzamide. 2"-(benzovlcarbonvlam... 268 C15H12N203 129768-51-0 47
3 Benzamide. N-(5-acetvl-1.2.3-tri... 230 C11H10N402 129959-33-7 43
4 Ethanone. 1-TI2-(dimethvlamino)ph... 163 C10H13NO 010336-55-7 42
5 N-(4-Formyl-phenyl)-N-methyl-for... 163 C9HINO2 079213-80-2 38
Abundance Scan 1990 (13.792 min): BF111334.D (-1987) (-) m/z 105.00 100.00%
106.0
163.1
5000
230.1 NI AR B I
51.0 13.40 13.60 13.80 14.00 14.20
Ot for ety 266:1300.1 | 360.1395.2 4423 | e300 71.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32819: Morpholine, 4-phenyl-
106.0
163.0
5000 NSRRI AN SR I
13.40 13.60 13.80 14.00 14.20
m/z 77.00 25.23%
51.0
01'5"0"'|"""'|""|""|""|"''|""|""|""|'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117107: Benzamide, 2'-(benzoylcarbonylamino)-
168.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 230.10 14 .59%
105.0
o 510 ‘ L 222.0 268.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85547: Benzamide, N-(5-acetyl-1,2,3-triazol-4-yl)- M T e
105.0 13.40 13.60 13.80 14.00 14.20
m/z 164 .05 8.01%
5000
51.0 230.0
0 ‘ 140.0174.0 |
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121218\
Data File : BF111334.D

Acq On : 12 Dec 2018 21:06

Operator : JU/SJ

Sample - J6331-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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]
Propylene Glycol 3.25 2.4 ng 184756 1 6.79 1552100 20.0
2-Pentanone, 4-hy... 5.01 6.3 ng 485700 1 6.79 1552100 20.0
Benzene, chloro- 5.09 2.2 ng 171691 1 6.79 1552100 20.0
unknown6 .57 6.57 101.0 ng 7835430 1 6.79 1552100 20.0
n-Hexadecanoic acid 11.85 10.4 ng 744201 4 11.31 1434700 20.0
Octadecanoic acid 12.63 5.9 ng 421463 4 11.31 1434700 20.0
(3-Phenyloxiran-2... 13.75 4.5 ng 313213 5 13.94 1381570 20.0
Morpholine, 4-phe... 13.79 3.4 ng 231798 5 13.94 1381570 20.0
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