LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010855.D

Aca On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 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:\HPCHEMI\BNA M\METHODS\8270-BM071217 .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 4.640 293 298 305 rBvV 245287 342879 1.30% 0.287%
2 5.081 366 373 380 rBVY 3448473 4705369 17.86% 3.943%
3 6.634 630 637 648 rVB 2235242 3265594 12.39% 2.736%
4 6.981 687 696 707 rBY 5992586 9275739 35.21% 7.772%
5 7.440 768 774 781 rBY 1425582 2205100 8.37% 1.848%
6 7.757 820 828 837 rBvY 5961089 9149679 34.73% 7.667%
7 8.593 961 970 977 rBV 5087034 8253971 31.33% 6.916%
8 10.204 1236 1244 1252 rVB 1838324 3005500 11.41% 2.518%
9 12.710 1662 1670 1678 rVB 12794161 18775426 71.26% 15.732%
10 13.563 1808 1815 1822 rBVY 401579 577286 2.19% 0.484%
11 14.092 1898 1905 1912 rBV2 2562666 3884950 14.75% 3.255%
12 15.592 2153 2160 2172 rBVY 10141290 14196132 53.88% 11.895%
13 16.845 2363 2373 2383 rBY 3214675 4645043 17.63% 3.892%
14 17.768 2525 2530 2536 rBVY 534819 726816 2.76% 0.609%
15 19.068 2747 2751 2757 rBV2 513546 641176 2.43% 0.537%
16 19.509 2820 2826 2831 rBV 21872708 26346863 100.00% 22.077%
17 20.804 3043 3046 3053 rVB2 326615 375120 1.42% 0.314%
18 21.062 3085 3090 3095 rBVY 3989122 4870990 18.49% 4.082%
19 23.192 3446 3452 3462 rVB 2322938 4098210 15.55% 3.434%

Sum of corrected areas: 119341843
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA M\DATA\BMO71717\
: BM010855.D

: 18 Jul 2017 03:33

: SJ/JU

: 14199-03

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010855.D

6.98 7.76

8.59

6.63

|

744 10.20

A

4.64

0
Time-->

3.00

T
10.00 10.50 11.00 11.50

3.50 4.00

450 5.00 5.50

6.00 6.50

7.00 7.50 8.00

8.50 9.00 9.50

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010855.D

19,51

12.71

15.59

14.09 16.84

13.56 17.77

A A
LI L s B [ B B B

19.07
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

2e+07

1.5e+07

le+07

5000000

0

TIC: BM010855.D

21.06

20.80 J

23.19

\

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010855.D

Aca On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

4.64 3.11 ng 342879 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
5 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25

Abundance Scan 298 (4.640 min): BM010855.D (-293) (-) m/z 43.05 100.00%
43.0
5000
101.0
4.40 4.60 4.80 5.00
50.9 83.0
Ol el A i AS3BISL8 1929 22010 | sz 5905 64.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U SRR L IR

4.40 4.60 4.80 5.00
m/z 101.00  30.22%

15.0 101.0
| . . 600 830
O r e T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
R B A AREEEE e
440 4.60 4.80 5.00
5000 m/z 58.00 15.39%
129.0
,,,,, e e o REmEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 440 4.60 4.80 5.00
m/z 41.10 12.12%
5000 101.0
42.0
0..”,.”.,”..“..ﬁfgnl.”.,”..“.....” SN
m/z--> 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010855.D

Aca On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.98 Concentration Rank 1

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

6.98 84.13 ng 9275740 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
4 Xenon 132 Xe 007440-63-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 696 (6.981 min): BM010855.D (-687) (-) m/z 132.00 100.00%
13p.0
68.1
5000
96.0 e e e
40.1 20,0 2809 6.60 6.80 7.00 7.20 7.40
0! ; : m/z 68.10 57.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132.0
5000 AR E A AN SRR
6.60 6.80 7.00 7.20 7.40
92.0 m/z 66.10 43 .89%
65.0
39.0
O Y N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
S ARAERARRERARSS RS
090 oo 6.60 6.80 7.00 7.20 7.40
5000 ' m/z 134.00 31.88%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- e R e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 27 .90%
5000 67.0
4f° ne 103.0
) A  E— Y E— \”” ”MI ———— /2 D S
m/z--> ﬁo 45 60 85 160 120 140 160 180 200 220 240 2éo 2éo 6.60 aéo 7.00 150 Iho
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010855.D

Aca On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.
17.77 3.13 ng 726816 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 I-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2530 (17.768 min): BM010855.D (-2525) (-) m/z 73.10 100.00%
73.1
41.0
5000
: 256.2 17.40 17.60 17.80 18.00
ol e | ]1 ', | b BBL 4020 1 0T EE 00 62.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43.0
5000 L DU SRR BRI UL I
17.40 17.60 17.80 18.00
30 1200 256.0 m/z 60.10 62.07%
N j\ﬂlhtumhmf;lell bt f{?;oll de
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
17.40 17.60 17.80 1800
5000 129.0 m/z 43.05 58.88%
98.0
171.0 213.0 256.0
ol18.0 299.03300 390
m/z--> éo 160 1%0 260 2%0 360 3éo 460
Abundance #83686: Pentadecanoic acid e  ARRAR
73.0 17.40 17.60 17.80 18.00
41l0 m/z 41.00 58.40%
5000 129.0
199.0 242.0
o ,JHM,“,,ﬁ@s.,o,\,\,,,,, R ) Ve
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010855.D

Aca On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.07 2.63 ng 641176 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2751 (19.068 min): BM010855.D (-2747) (-) m/z 73.00 100.00%
5000 129.0
185.1 241.2
2813 18.80 19.00 19,20 19.40
ol 8410 4010 450 /7 43.05  73.45%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #108841: Octadecanoic acid
43.0
5000 SR NN SUNILR SN SRR
1290 18.80 19.00 19.20 19.40
3.0 : 185.0 284.0 m/z 55.10 71.79%
O 2410
Oluu“quﬂ“‘u‘ J“‘Hu““‘l‘ L e N o e B
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.80 19.00 19,20 19.40
5000 20.d 129.0 m/z 60.00 69.87%
' 199.0 242.0
L e U L L L B SIS DAL S
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #75072: Tetradecanoic acid
73.0 18.80 19.00 19.20 19.40
m/z 57.05 62.37%
5000 129.0
185.0
28. 228.0
ol |J|iL|Mt|L||‘I‘|‘|‘||‘|||\|||||||||||||||||||||||||||
miz-> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71717\
Data File : BM010855.D

Acq On 18 Jul 2017 03:33

Operator : SJ/JU

Sample : 14199-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.64 3.1 ng 342879 1 7.44 2205100 20.0
unknown6 .98 6.98 84.1 ng 9275740 1 7.44 2205100 20.0
n-Hexadecanoic acid 17.77 3.1 ng 726816 4 16.84 4645040 20.0
Octadecanoic acid 19.07 2.6 ng 641176 5 21.06 4870990 20.0
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