LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010856.D

Aca On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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 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 4.640 291 298 306 rVB 191163 279911 1.41% 0.278%
2 5.081 366 373 383 rBVY 2929706 3959696 19.95% 3.929%
3 6.634 629 637 645 rBY 1751387 2641418 13.31% 2.621%
4 6.981 689 696 704 rBVY 5377207 8185225 41.25% 8.121%
5 7.440 766 774 783 rBVY 1359279 2109881 10.63% 2.093%

7.757 821 828 837 rVvB 5308602 8162186 41.13% 8.098%
8.592 961 970 978 rBV 4516203 7349244 37.03% 7.292%
10.204 1237 1244 1251 rBV 1740472 2829834 14.26% 2.808%
12.704 1661 1669 1676 rBY 11011403 16308141 82.18% 16.180%
13.563 1810 1815 1824 rVB 343470 471990 2.38% 0.468%

=
QO ~NO®

11 14.092 1896 1905 1914 rBV2 2458947 3615112 18.22% 3.587%
12 15.592 2153 2160 2172 rBVY 8373039 11484084 57.87% 11.394%
13 16.845 2367 2373 2383 rVB 2786827 3907947 19.69% 3.877%
14 17.768 2526 2530 2538 rBV2 384941 506505 2.55% 0.503%
15 19.068 2747 2751 2757 rBV 351684 451095 2.27% 0.448%

16 19.509 2819 2826 2831 rBV 16395184 19844599 100.00% 19.689%
17 20.803 3043 3046 3051 rBV5 212652 271550 1.37% 0.269%
18 21.062 3085 3090 3097 rBV 3502529 4249463 21.41% 4.216%
19 21.909 3232 3234 3241 rVB6 200081 199885 1.01% 0.198%
20 23.191 3446 3452 3460 rVB 2203527 3963735 19.97% 3.933%

Sum of corrected areas: 100791501
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BMO71717\
Data File : BM010856.D

Aca On - 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integ

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

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

Abundance

1.5e+07

le+07

5000000

TIC: BM010856.D

6.98 7.76

8.59

6.63 10.20

|

7.44

I

4.64

0
Time-->

3.00

T T
10.00 10.50 11.00 11.50

.
LI L B L L L

4.00 450 5.00 5.50

3.50

6.00 650 7.00 750 800 8.50

9.00 9.50

Abundance

1.5e+07

le+07

5000000

TIC: BM010856.D
19,51

12.70

15.59

13.56 17.77 191{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

1.5e+07

le+07

5000000

0

TIC: BM010856.D

21.06
23.19

20.80 J\

21.91

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 : BM010856.D

Aca On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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 Propane, 1,1-dipropoxy- Concentration Rank 3

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

4.64 2.65 ng 279911 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 42
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 38
5 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 32

Abundance Scan 298 (4.640 min): BM010856.D (-291) (-) m/z 43.10 100.00%
431
5000
101.0
4.40 4.60 4.80 5.00
oMk ™29 L 1490 1952 310 77759 00 62.80%
m/z--> 50 100 150 200 250 300
Abundance #29867: Propane, 1,1-dipropoxy-
59.0
5000 101.0 U R S IR
31.0 4.40 4.60 4.80 5.00
131.0 m/z 101.00 33.77%
0= J“M “'L o J'%qu' S DU DY UL
m/z--> 50 100 150 200 250 300
Abundance
43.0
440 4.60 480 5.00
5000 m/z 58.10 15.18%
101.0
N L L s L B WL L L SR
m/z--> 50 100 150 200 250 300
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.40 4.60 4.80 5.00
m/z 39.10 9.49%
5000 101.0
s0f § 1)
0:“::”13|‘|‘||‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010856.D

Aca On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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 77.59 ng 8185230 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
2 Benzene. l-methvl-4-(1l-methvleth... 132 C10H12 001195-32-0 9
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 1,4-Dithiacyclohept-2-ene 132 C5H8S2 070063-50-2 9

Abundance Scan 696 (6.981 min): BM010856.D (-689) (-) m/z 132.00 100.00%
13p.0
68.0
5000
960 Trrrrryrrrryrrrryrrrrro
40.0 | l 1928 548 6.60 6.80 7.00 7.20 7.40
o o b e m/z 68.05 56.25%
m/z--> 50 100 150 200 250 300 350
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 AT T T

6.;50 6.80 7.00 7.20 7.40
m/z 66.10  43.21%

103.0
S
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
R e
91.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 33.46%
39.0
65.0
oot bt Lo B 0
m/z--> 50 100 150 200 250 300 350
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R B R e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 28.69%
5000
67.0
| poee
ob——plglopl B v o A /A D B NS,
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010856.D

Aca On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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 4

R.T. EstConc Area Relative to ISTD R.T.
17.77 2.59 ng 506505 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 27
Abundance Scan 2530 (17.768 min): BM010856.D (-2526) (-) m/z 73.00 100.00%

73.0
43.0
5000
128.9 1712 213.2
%1 | 02 woe | 17401760 1750 1800
(o} ] : m/z 55.10 69.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 1 DAL BRI BRI BULRL B

17.40 17.60 17.80 18.00
m/z 43.05 68.08%

213.0

157.0 185.0

Orprrrrfrrifrres
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
430 730
e B ot S
17.40 17.60 17.80 18.00
5000 m/z 60.10 67.91%
129.0 1710 2140
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75071: Tetradecanoic acid o Raam s o L e
73.0 17.40 17.60 17.80 18.00
43.0 m/z 41.05 62.00%
5000 129.0
‘ 185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BM010856.D

Aca On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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 2.12 ng 451095 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 Undecanoic acid 186 C11H2202 000112-37-8 25

Abundance Scan 2751 (19.068 min): BM010856.D (-2747) (-) m/z 73.00 100.00%
73.0
43.1
5000
185.2 241.2
o, 1880 1010 1630 1940
0 ’ m/z 43.10 65.17%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 SR PR SUNRILR SN SRR
18.80 19.00 19.20 19.40
‘ 1850 o4 2840 m/z 59.95 58.66%
101.
01|5-|0\‘| ‘-“. I .ﬂ, ‘m\. 1300 ‘ 230 | .“. S
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
18.80 19.00 19.20 19.40
5000 730 m/z 41.10 56.33%
. 10101290 1710 2130 2560
m/z--> o 'goll ' 160" "1é0" "200" "250" "300" ' ééo
Abundance #37192: n-Decanoic acid e B
60.0 18.80 19.00 19.20 19.40
m/z 55.05 55.59%
5000{ 29.0 129.0
87.0
| J{ |
0. .“.‘l"‘l.'i.“l‘lH...‘ ..{.. ——— ———T ———— R AR B e S
m/z--> 50 100 150 200 250 300 350 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 : BM010856.D

Acq On 18 Jul 2017 04:09

Operator : SJ/JU

Sample : 14199-04

Misc :

ALS Vial : 16 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]
Propane, 1,l1-dipr... 4.64 2.6 ng 279911 1 7.45 2109880 20.0
unknown6 .98 6.98 77.6 ng 8185230 1 7.45 2109880 20.0
n-Hexadecanoic acid 17.77 2.6 ng 506505 4 16.84 3907950 20.0
Octadecanoic acid 19.07 2.1 ng 451095 5 21.06 4249460 20.0
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