Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037891.D
8 Nov 2018 18:36
JuUssJ
J5844-04
10 Sample Multiplier: 1
Parameters: rteint.p
RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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 5.171 315 320 331 rVB 19010 35869 1.24% 0.236%
2 5.635 392 399 410 rVB 330099 564065 19.55% 3.707%
3 7.233 665 671 687 rBV2 233530 469552 16.27% 3.086%
4 7.615 729 736 748 rBV 603607 1097617 38.04% 7.214%
5 8.091 810 817 828 rBV 166076 298198 10.34% 1.960%
6 8.414 865 872 882 rVB 539347 985901 34.17% 6.479%
7 9.266 1009 1017 1030 rBV 488648 929690 32.22% 6.110%
8 10.911 1289 1297 1307 rBV 250895 468575 16.24% 3.080%
9 13.350 1703 1712 1721 rBV 1364943 2267938 78.61% 14.905%
10 14.172 1846 1852 1857 rBvV 53896 80017 2.77% 0.526%
11 14.725 1939 1946 1954 rBV3 425398 705098 24.44% 4.634%
12 16.211 2191 2199 2211 rBvV 942375 1551565 53.78% 10.197%
13 17.474 2407 2414 2425 rBvV 512228 808474 28.02% 5.313%
14 18.326 2554 2559 2572 rBvV 106724 197393 6.84% 1.297%
15 19.595 2770 2775 2785 rBvV2 80547 137443 4_.76% 0.903%
16 20.071 2850 2856 2868 rBY 2061993 2885126 100.00% 18.961%
17 21.757 3136 3143 3151 rBvV 421912 777422 26.95% 5.109%
18 22.527 3268 3274 3280 rBV5 18751 36295 1.26% 0.239%
19 23.226 3389 3393 3401 rvB2 23607 47589 1.65% 0.313%
20 24.061 3528 3535 3542 rVvB4 26835 61996 2.15% 0.407%
21 25.083 3692 3709 3721 rBV3 206390 764395 26.49% 5.024%
22 26.188 3893 3897 3906 rVB9 16256 45705 1.58% 0.300%

Sum of corrected areas: 15215923
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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

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037891.D
8 Nov 2018 18:36
JussJ
J5844-04
10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BG037891.D

7.62
8.41 0.27
5.64
7.23 8.09

5.17

10.91

0

Time--> 3.50

400 450 500 550 6.00 650 7.00 750 800 850 9.00

9.50 10.00 10.

T T T
50 11.00 11.50 12.

00 12.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BG037891.D

13.35

16.21

17.47
14.72

18.33

19.60
14.17 N

20107

L

21.76

22.53

A
T LI L B B B B B B e

Time-->

L

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 20.50 21.00 21.50 22.00 22.50

Abundance
2000000

1500000

1000000

500000

0

23.23

TIC: BG037891.D

25.08

A

24.06 26.19

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\BG110818\
Data File : BG037891.D

Aca On : 8 Nov 2018 18:36

Operator : JU/SJ

Sample : J5844-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Oxirane, [(1-methylethoxy)m... Concentration Rank 5

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

5.17 2.41 ng 35869 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. l(l-methvlethoxv)methvll- 116 C6H1202 004016-14-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 3-Heptanol 116 C7H160 000589-82-2 9
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9

Abundance Scan 320 (5.171 min): BG037891.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
85.8 : - : : :
ob ol swoll eo s | 50700 59,860
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
9.0 59.0
5000 AR AR AR RARRE
4.80 5.00 520 5.40 5.60
3.0 101.0 m/z 101.00 17.78%
(L1 ‘\ N ‘ 86.0
e S S S UL IS UL UL UL SULILISS WL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 58.00 15.59%
410 101.0
o150 30 )| s10 | 690 830
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide R R AR S i o
43.0 4.80 5.00 520 5.40 5.60
m/z 40.95 8.07%
5000 59.0
73.0
101.0
o 28.0 |l 510 | 86.0 \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037891.D

Aca On : 8 Nov 2018 18:36

Operator : JU/SJ

Sample : J5844-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.62 73.62 ng 1097620 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 737 (7.621 min): BG037891.D (-729) (-) m/z 131.90 100.00%
1309
5000 68.0
a0 | 90 o 120 Tk 150 Tho 85
0 oL m/z 68.00 41.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0
5000 SRR IR I L

7.20 7.40 7.60 7.80 8.00
m/z 133.90 34.66%

31.0
0 ..‘..”‘,.‘.“.,.l..J,....,.‘...,.. e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
RS s e s ]
7.20 7.40 7.60 7.80 8.00
5000 98.0 m/z 66.00 27.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L B
132.0 720 740 760 780 800
m/z 69.00 16.57%
5000 67.0
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7 20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037891.D

Aca On : 8 Nov 2018 18:36

Operator : JU/SJ

Sample : J5844-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.33 4.88 ng 197393 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 20
Abundance Scan 2560 (18.332 min): BG037891.D (-2554) (-) m/z 72.95 100.00%
43.0 | 73.0 h
97.0 213.1
8 171.0 256.1 18.00 18.20 18.40 18.60
0 ; m/z 60.00 97 .24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 UARUARAR B R
83.0 18.00 18.20 18.40 18.60
Ji 1570 1ssq 2130 2560 | M/Z 43.00  93.33%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.IOO 18.|20 18.|4O 18.I60 '
5000 129.0 m/z 56.95 73.04%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e B AEEE
73.0 18.00 18.20 18.40 18.60
43.0 m/z 54.95 71.22%
5000 126.0
185.0 228.0
| e
oLl bl M byl L 270,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037891.D

Aca On : 8 Nov 2018 18:36

Operator : JU/SJ

Sample : J5844-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.60 3.40 ng 137443 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2776 (19.601 min): BG037891.D (-2770) (-) m/z 43.00 100.00%

0,73.0

5000

-

19.20 19.40 19.60 19.80 20.00

0 m/z 60.00 92 .44%

m/z-->
Abundance #131261: Octadecanoic acid

50
43.0,73.0
5000 129.0

101.
“.ﬁv?tﬁ.,

100 150 200 250 300 350

%

19.20 19.40 19.60 19.80 20.00

1850 2410 2840 m/z 57.00 90.35%

2570 | 2130 |

0 e
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid
73.0
o e B B
129.0 19.20 19.40 19.60 19.80 20.00
5000 m/z 73.00 90.04%
43.0
‘l ‘ i
oLl e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L e e e e
43.0 19.20 19.40 19.60 19.80 20.00
m/z 55.00 89.77%
73.0
129.0
185.0
101 213.0241.0
oL H\% 0 | poOmR0M0 | o smg) |t Moo
m/z--> 50 150 200 250 300 350 19. 20 19. 40 19 60 19. 80 20. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110818\
Data File : BG037891.D

Acq On : 8 Nov 2018 18:36

Operator : JU/SJ

Sample - J5844-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]|
Oxirane, [(1-meth... 5.17 2.4 ng 35869 1 8.09 298198 20.0
unknown7 .62 7.62 73.6 ng 1097620 1 8.09 298198 20.0
n-Hexadecanoic acid 18.33 4.9 ng 197393 4 17.47 808474 20.0
Octadecanoic acid 19.60 3.4 ng 137443 4 17.47 808474 20.0
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