LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample = J5860-20

Misc :

ALS Vial : 17 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 N\METHODS\8270-BN102418 .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 3.029 3 7 17 rVB 79968 96923 1.68% 0.289%
2 4.964 331 336 342 rBV 68971 94742 1.65% 0.283%
3 5.417 406 413 426 rBVY 1760460 2502286 43.46% 7.469%
4 7.011 675 684 697 rBY 1716092 3013412 52.34% 8.995%
5 7.381 739 747 758 rBVY 1827993 2954258 51.31% 8.818%

7.846 820 826 832 rBV 331941 515727 8.96% 1.539%
8.169 873 881 890 rVB 1348047 2145946 37.27% 6.406%
9.016 1017 1025 1034 rBV 1107981 1789836 31.09% 5.343%
10.646 1295 1302 1309 rBV 475274 778001 13.51% 2.322%
13.104 1713 1720 1727 rBV 3144070 4579315 79.53% 13.669%

=
QO ~NO®

11 13.934 1855 1861 1867 rBV 445789 594475 10.32% 1.775%
12 14.487 1948 1955 1963 rVB2 716068 1099379 19.09% 3.282%
13 15.975 2201 2208 2224 rBV 2713727 3795036 65.91% 11.328%
14 17.228 2415 2421 2427 rBV 939951 1284514 22.31% 3.834%
15 18.098 2564 2569 2580 rBV 92306 130959 2.27% 0.391%

16 19.845 2860 2866 2871 rBV 4640636 5757652 100.00% 17.187%
17 21.098 3075 3079 3089 rBvV 53698 76331 1.33% 0.228%

18 21.404 3126 3131 3138 rBV 983128 1185528 20.59% 3.539%
19 23.722 3517 3525 3537 rVvB2 568091 1106484 19.22% 3.303%

Sum of corrected areas: 33500804
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BN110918\
Data File : BN0O03485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample - J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA N\METHODS\8270-BN102418 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

.03

TIC: BNO03485.D

5.42 7.01 7.38

785 10.65

]

4.96

G A
Time--> 3.00

T T T T
10.00 10.50 11.00 11.50

5.50

A
LIRS |

350 400 450 5.00

6.00 6.50 7.00 750 8.00

8.50 9.00

T
9.50

Abundance

4000000

3000000

2000000

1000000

TIC: BNO03485.D
19.85

13.10
15.97

17.23
14.49
13.93

18.10
A

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

TIC: BNO03485.D

21.40
23.72

2110

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BN102418.M Mon Nov 12 17:00:15 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample = J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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.

3.03 3.76 ng 96923 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.029 min): BN003485.D (-3) (-) m/z 73.00 100.00%
73.0
5000
430 550 87.1 A
3.10 3.20 3.30 3.40
Y 8 ¥R VR HNN PSS ——— (N Y 52 o0 B T =11
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U R R R UL
43.0 3.10 3.20 3.30 3.40
550 87.0 m/z 87.10 26.22%
29.0
0“|“”H'“”#J“|“'w'“'w’“l“'w'“'w'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U A S R UL
3.10 3.20 3.30 3.40
5000 41.0 55.0 m/z 55.00 25.66%
29.0 ‘
o TR ‘ Ly “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A ma
73.0 3.10 3.20 3.30 3.40
m/z 41.00 11.19%
5000
45.0
29.0
ol 1l “‘\ 5.0 L 101.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 310 320 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample = J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 4

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

4.96 3.67 ng 94742 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 335 (4.958 min): BN003485.D (-331) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RRESE AR AR AR
| 83.0 460 4.80 5.00 5.20
o X | NSV | T N m/z 59.00 58.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L A LR B
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 22.71%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 17.93%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43.0 460 4.80 5.00 5.20
m/z 41.00 9.92%
5000
55.0
150 27.0
o | 7o 80 w0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample = J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 unknown7.38 Concentration Rank 1

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

7.38 114.57 ng 2954260 1,4-Dichlorobenzene-d4 7.85
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 747 (7.381 min): BN003485.D (-739) (-) m/z 132.00 100.00%
132.0
5000
68.0
0050 || %0 Lo J T T T e T
ot e e e m/z 68.00 34.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L UL L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.64%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.95%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R )
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14 .15%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003485.D

Aca On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample = J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.10 2.04 ng 130959 Phenanthrene-d10 17.23
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2569 (18.098 min): BN003485.D (-2564) (-) m/z 73.00 100.00%

43.0 730
5000 129.1

213.2 IIIIIIIIIIIIIIIIIIIIII
1571 185.1 256.2 17.80 18.00 18.20 18.40
o m/z 43.00 79.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.80 18.00 18.20 18.40

83.0 -
157.0 g5 2130 256.0 m/z 60.00 79.44%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
R e S R
17.80 18.00 18.20 18.40
5000 m/z 57.10 66.24%
‘ o0 129.0 1710 214.0
0...,.‘...‘,‘.‘..l“.u“.‘ [ P N - S N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A
43.0 73.0 17.80 18.00 18.20 18.40
m/z 55.00 64.67%
5000 129.0
0 15 0 “ A AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN110918\
Data File : BN0O03485.D

Acq On : 09 Nov 2018 22:52

Operator : MJ/SJ

Sample - J5860-20

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.03 3.8 ng 96923 1 7.85 515727 20.0
2-Pentanone, 4-hy... 4.96 3.7 ng 94742 1 7.85 515727 20.0
unknown? .38 7.38 114.6 ng 2954260 1 7.85 515727 20.0
n-Hexadecanoic acid 18.10 2.0 ng 130959 4 17.23 1284510 20.0
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