LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 4_.575 418 423 432 rVB 168975 182763 6.18% 0.759%
2 5.075 505 508 526 rBV 331832 528800 17.90% 2.195%
3 5.475 571 576 579 rBVY 2699606 2805875 94.95% 11.645%
4 6.486 743 748 766 rBVY 2489513 2955015 100.00% 12.264%
5 6.622 766 771 774 rBVY 2738855 2891604 97.85% 12.001%

6.845 805 809 817 rVB 704885 575329 19.47% 2.388%
6.998 831 835 839 rBV 2301238 2204177 T74.59% 9.148%
7.410 900 905 908 rBV 1655439 1781846 60.30% 7.395%
8.122 1023 1026 1030 rBV 797308 746531 25.26% 3.098%
8.680 1118 1121 1129 rVB 185537 145274 4.92% 0.603%

=
QO ~NO®

11 9.198 1204 1209 1213 rBV 2923092 2881086 97.50% 11.957%
12 9.592 1273 1276 1285 rVB 501050 377284 12.77% 1.566%
13 9.880 1321 1325 1329 rBV 875407 736376 24.92% 3.056%
14 10.592 1442 1446 1450 rBV 607469 473315 16.02% 1.964%
15 10.674 1455 1460 1463 rBV 1447852 1350647 45.71% 5.606%

16 11.368 1574 1578 1582 rBV 701935 576131 19.50% 2.391%
17 12.951 1843 1847 1850 rBV 1959311 1735478 58.73% 7.203%
18 13.833 1993 1997 2006 rBV 55191 67373 2.28% 0.280%
19 14.009 2024 2027 2033 rBvV 600389 532845 18.03% 2.211%
20 15.480 2272 2277 2285 rVB 415329 546724 18.50% 2.269%

Sum of corrected areas: 24094473
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

BF099517.D

15 Oct 2017 16:52

SJ/Ju

15752-07

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3

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

5.07 18.38 ng 528800 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF099517.D (-505) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.80 500 5.20 5.40
I A R m/z 59.00 57.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN S IR
4.80 500 5.20 5.40
59.0 m/z 101.10 17.78%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.15%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 480 500 520 540
m/z 41.00 8.83%
5000 41.0
0 I L o 126.0 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 100.52 ng 2891600 1,4-Dichlorobenzene-d4 6.85
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 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF099517.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
N T J T o ok ok Th
o} o T A S m/z 68.10 34 .74%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR R UL R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.18%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.38%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L i L i
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.83%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | N
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.68 3.89 ng 145274 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 86
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5

Abundance Scan 1121 (8.680 min): BF099517.D (-1118) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0
43.0 ‘ U U A R R
8.40 860 8.80 9.00
0 ...,....~,'|..'|..i....',.9.0;9.,.|~..1.2]1:°...,....,....,.. m/z 105.00 29.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 UL A R R
8.40 860 880 9.00
43.0 77.0 105.0 m/z 77.00 26.24%
0 200 | | | M 91.0 M 121.0  149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 106.00 16.92%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester R
59.0 8.40 860 880 9.00
m/z 43.00 15.30%
5000
43.0
ol 150 20 || 730 890 170
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.59 12.86 ng 473315 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Ethanone. 2-hvdroxv-1-phenvl- 136 C8H802 000582-24-1 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1446 (10.592 min): BF099517.D (-1442) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
e 10120 10140 1060 1080 1160
152.0 : : : :
3 ST 08 .'|. el A0 1260 e m/z 77.00 59.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LRI AR SR I
0 10.20 10.40 10.60 10.80 11.00
oL m/z 182.10 46.00%
o200 ! Al 1260 1520 !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0 105.0
10.20 10.40 10.60 10.80 11.00
5000 182.0 m/z 51.00 20.99%
51.0
32.0 150.0
L S L S WL WL L B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- e Bame ) e e
105.0 10.20 10.40 10.60 10.80 11.00
m/z 106.00 7.57%
77.0
5000
51.0
o 210 910 | 1200 154.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099517.D

Aca On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.53 ng 67373 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 87
Abundance Scan 1996 (13.827 min): BF099517.D (-1993) (-) m/z 57.05 100.00%
57.0
83.0
5000 1l
"' 13.60 13.80 14.00 14.20
0 m/z 69.00 83.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115906: 1-Nonadecene
43.
5000 LRI B SULRLL BRI B

13.|60 13.|80 14.|00 14.|20
125.0 m/z 43.05 82.40%

154.0 182.0 210.0 238.0 266.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 83.0
R N R A REEEmmas
13.60 13.80 14.00 14.20
5000 1110 m/z 83.05 75.57%

29.0
139.0 1680 210.0 238.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131393: n-Nonadecanol-1
43.0 83.0 13.60 13.80 14.00 14.20
m/z 55.10 75.03%
” JM\M
BRRBEREERmEESS R o EEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
Data File : BF099517.D

Acq On : 15 Oct 2017 16:52

Operator : SJ/JU

Sample : 15752-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
2-Pentanone, 4-hy... 5.07 18.4 ng 528800 1 6.85 575329 20.0
unknown6 .62 6.62 100.5 ng 2891600 1 6.85 575329 20.0
2-Hydroxy-iso-but. .. 8.68 3.9 ng 145274 2 8.12 746531 20.0
Benzophenone 10.59 12.9 ng 473315 3 9.88 736376 20.0
1-Nonadecene 13.83 2.5 ng 67373 5 14.01 532845 20.0
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