LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010857.D

Aca On 18 Jul 2017 04:44

Operator : SJ/JU

Sample : 14199-05

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:\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 5.081 366 373 381 rBY 3075319 4208399 14.26% 3.482%
2 6.634 630 637 646 rBVY 1995827 2952775 10.00% 2.443%
3 6.981 688 696 705 rBVY 5614640 8576873 29.06% 7.097%
4 7.439 768 774 782 rBVY 1330654 2064273 6.99% 1.708%
5 7.757 820 828 838 rBVY 5533692 8365126 28.34% 6.922%

8.592 962 970 978 rBV 4753449 7701641 26.10% 6.373%
10.204 1237 1244 1251 rBV 1732308 2905666 9.85% 2.404%
12.710 1658 1670 1678 rBV 12210033 18193129 61.64% 15.054%
13.563 1808 1815 1823 rBV 464205 673334 2.28% 0.557%
14.092 1897 1905 1912 rBV2 2559839 3932441 13.32% 3.254%

=
QO ~NO®

11 15.598 2153 2161 2172 rBV 10701463 14872692 50.39% 12.307%
12 16.851 2368 2374 2380 rVB 3416539 4821282 16.34% 3.989%
13 17.774 2526 2531 2539 rBV 720461 979464 3.32% 0.810%
14 19.068 2747 2751 2757 rBV 864281 1116075 3.78% 0.924%
15 19.509 2820 2826 2834 rBV 24762053 29513374 100.00% 24.422%

16 21.062 3085 3090 3096 rBV 4921789 5722172 19.39% 4_.735%
17 23.191 3446 3452 3462 rVB 2367974 4250984 14.40% 3.518%

Sum of corrected areas: 120849700
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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:\HPCHEMI\BNA M\DATA\BMO71717\

BM010857.D

18 Jul 2017 04:44

SJ/JuU

14199-05

17 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010857.D

6.98 7.76

8.59
5.08
6.63

\

7.44

10.20

0

Time-->  3.00

8.00

3.50 4.00

450 5.00 5.50

6.00 6.50 7.00 7.50 8.50

9.00

T
9.50 10.00 10.50 11.00 11.50

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM010857.D

12.71
15.60

14.09 16.85

13.56
A,

17.77

19,51

19.07

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: BM010857.D

21.06

23.19

L

SO ——

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 : BM010857.D

Aca On 18 Jul 2017 04:44

Operator : SJ/JU

Sample : 14199-05

Misc :

ALS Vial : 17 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 unknown6.98 Concentration Rank 1

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

6.98 83.10 ng 8576870 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 696 (6.981 min): BM010857.D (-688) (-) m/z 132.00 100.00%
13R.0
68.1
5000
96.0 EEEREEEEEEsEEmEs e
40.1 2071 2610 6.60 6.80 7.00 7.20 7.40
0 : . m/z 68.10 55.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AN LN R LS R
69.0 6.60 6.80 7.00 7.20 7.40
39.0 m/z 66.10 44 _25%
: 89.0
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 134.00 31.04%
44.0 103.0
rrr--r—rre e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A B R aa e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 27 .12%
97.0
5000
a0 90 ‘
O'A'H'Ml”kh'“'w'“ RS AR SR AN RS AR RS BARRY SRR S R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM010857.D

Aca On 18 Jul 2017 04:44

Operator : SJ/JU

Sample : 14199-05

Misc :

ALS Vial : 17 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.77 4_.06 ng 979464 Phenanthrene-d10 16.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2530 (17.768 min): BM010857.D (-2526) (-) m/z 73.05 100.00%

213.2 ~#$ﬁ4¢ﬁ;¥ﬂﬁxﬁﬁ;¥ﬁ#¥

256.3 17.40 17.60 17.80 18.00
2810 8210 "n/z 43.05 70.11%

5000

171.1

o .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L L LB L
17.40 17.60 17.80 18.00
1290 256.0 m/z 55.00 65.19%
97 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73.0
T T T T T
43.0 17.40 17.60 17.80 18.00
5000 m/z 60.00 64.07%
129.0
157.0 200.0
101.0
0 18.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75072: Tetradecanoic acid
73.0 17.40 17.60 17.80 18.00
43.0 m/z 41.10 63.54%
0 15.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BM010857.D

Aca On 18 Jul 2017 04:44

Operator : SJ/JU

Sample : 14199-05

Misc :

ALS Vial : 17 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.07 3.90 ng 1116080 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Butanoic acid 88 C4H802 000107-92-6 22
Abundance Scan 2751 (19.068 min): BM010857.D (-2747) (-) m/z 73.00 100.00%
73.0
e MA\_“JL
18.80 19.00 19,20 19.40
0 m/z 60.00 75.99%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid
43.0
5000 129.0 L L BN BN B
83.0 18.80 19.00 19.20 19.40
185.0 o4y o 2840 m/z 43.05  72.93%
o) I ‘I ddod e e bty
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.80 19.00 19,20 19.40
5000 004 129.0 m/z 57.05 70.43%
' 199.0 242.0
L S e U L L L S WL I
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #92227: n-Hexadecanoic acid
43.0 18.80 19.00 19.20 19.40
m/z 41.10 68.04%
5000
3.0 1129.0 141 5 213.9 2560
0""lyﬁwwﬁ't'ﬁ*'”l“'“lt"'l”"l"'w""l'”' SR AR SUNRILR SN B
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 : BM010857.D

Acq On 18 Jul 2017 04:44

Operator : SJ/JU

Sample : 14199-05

Misc :

ALS Vial : 17 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

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown6 .98 6.98 83.1 ng 8576870 1 7.45 2064270 20.0
n-Hexadecanoic acid 17.77 4.1 ng 979464 4 16.85 4821280 20.0
Octadecanoic acid 19.07 3.9 ng 1116080 5 21.06 5722170 20.0
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