LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 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-BM072617 .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 4.587 300 306 314 rBV 589408 775072 4.11% 0.700%
2 5.034 375 382 391 rBVY 6345097 8737811 46.31% 7.897%
3 6.592 637 647 659 rBY 6411735 9907377 52.51% 8.954%
4 6.934 696 705 713 rBVY 6448053 9501634 50.36% 8.587%
5 7.392 776 783 790 rVB 1344071 2011160 10.66% 1.818%

7.704 829 836 845 rVB 4706325 7208364 38.21% 6.515%
8.539 971 978 987 rBV 4034510 6345524 33.63% 5.735%
10.151 1245 1252 1259 rVB 1685044 2662350 14.11% 2.406%
12.657 1671 1678 1688 rBV 9710591 14167753 75.09% 12.804%
13.515 1819 1824 1834 rVB 778870 1079680 5.72% 0.976%

=
QO ~NO®

11 14.045 1908 1914 1922 rBV2 2413335 3662228 19.41% 3.310%
12 15.551 2163 2170 2181 rBV 9237889 12414923 65.80% 11.220%
13 16.803 2377 2383 2391 rBV 3213379 4408876 23.37% 3.985%
14 17.733 2536 2541 2551 rBV 650369 868227 4.60% 0.785%
15 19.033 2757 2762 2769 rBvV2 530734 691438 3.66% 0.625%

16 19.468 2830 2836 2842 rBV 15925508 18867281 100.00% 17.052%
17 20.768 3053 3057 3065 rBV5 181559 322339 1.71% 0.291%

18 21.021 3095 3100 3106 rBV 3386443 4141075 21.95% 3.743%
19 23.138 3454 3460 3466 rVB 1669168 2873702 15.23% 2.597%

Sum of corrected areas: 110646814

8270-BM072617 .M Thu Jul 27 15:17:14 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM010988.D
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Abundance TIC: BM010988.D
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010988.D
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Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 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\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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 3

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

4._.59 7.71 ng 775072 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 53
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 27
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 23

Abundance Scan 307 (4.592 min): BM010988.D (-300) (-) m/z 43.05 100.00%
43.0
5000
101.1
420 4.40 4.60 4.80 5.00
bl oy 1469 1911 2814 3409 4180 Th/z 59.10  72.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AR AR SRR L
420 4.40 4.60 4.80 5.00
m/z 101.10 27 .88%
‘ 1010
ul
m/z--> 50 100 150 200 250 300 350 400
Abundance
59.0
420 440 460 480 500
5000 m/z 58.10 17.69%
270 101.0
mz-> 50 100 150 200 250 300 350 400
Abundance #4388: Propane, 1-ethoxy-2-methyl- T TP T T
59.0 420 4.40 4.60 4.80 5.00
m/z 41.10 10.79%
5000
27*0 102.0
wd
m/z--> 50 100 150 200 250 300 350 400 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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 unknown6.93 Concentration Rank 1

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

6.93 94 .49 ng 9501630 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 704 (6.928 min): BM010988.D (-696) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.0
40.0 SIS U SRS AR
6.60 6.80 7.00 7.20
166.0 2090 2Ll "m/z 68.10 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 A
6.60 6.80 7.00 7.20
m/z 66.10 48.01%
27.0
””,ﬂmﬂth”.fﬁﬂ.”.””.”” M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
6.60 6.80 7.00 7.20
5000 97.0 m/z 69.10 31.12%
2.0 70.0

wmwwmmmmﬂ
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
132.0 6.60 6.80 7.00 7.20
m/z 134.00 30.70%
5000 67.0
44.0 Ll 1030
I fl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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.
17.73 3.94 ng 868227 Phenanthrene-d10 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 47
Abundance Scan 2541 (17.733 min): BM010988.D (-2536) (-) m/z 73.10 100.00%
741
43.1
5000 1291 "1
97.0 185.2
157.1 2561 4 17.40 17.60 17.80 18.00
— : m/z 60.00 84.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 UL BN SUNRN SRR
17.40 17.60 17.80 18.00
1200 2560 m/z 43.10 72.72%
97.0
"'l""JJ““l'JL'lmt'mf “ﬁ|'"'|""ﬁ?%'?""|?}ﬁ({"' "'ll”"l""P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
A TR P
43.0 17.40 17.60 17.80 18.00
5000 129.0 m/z 55.05 65 .29%
171.0
97.0 214.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid

17.40 17.60 17.80 18.00
m/z 41.05  63.34%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO72617\
Data File : BM010988.D

Aca On 27 Jul 2017 01:36

Operator : SJ/JU

Sample = 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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.

19.03 3.34 ng 691438 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83

4 Octadecan

oic acid. 2-(2-hvdroxve... 372 C22H4404

000106-11-6 72
000057-10-3 59

m/z 73.00 100.00%

-

18. 80 19. 00 19 20 109. 40

m/z 60.00 73 .84%

L

18.80 19.00 19.20 19.40

m/z 43.00 69 .54%

18.80 19.00 19.20 19.40

5 n-Hexadecanoic acid 256 C16H3202
Abundance Scan 2762 (19.033 min): BM010988.D (-2757) (-)
41,0
5000
284.3
341.1 400.9
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #108841: Octadecanoic acid
43.0
5000
1290
‘ 185.0 2410 284.0
1%-9‘.. L), 4 N ot
m/z--> 0 200 250 300 350 400
Abundance
73.0
41.0
5000 129.0
199.0 242.0
163.0
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid
73.0
41,0
5000 1290
185.0 228.0
W N N
m/z--> 0 50 100 150 200 250 300 350 400

m/z 55.10 67 .15%

18.80 19.00 19.20 19.40

m/z 41.05 59.96%

18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72617\
Data File : BM010988.D

Acq On 27 Jul 2017 01:36

Operator : SJ/JU

Sample - 14400-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM072617 .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... 4.59 7.7 ng 775072 1 7.39 2011160 20.0
unknown6 .93 6.93 94.5 ng 9501630 1 7.39 2011160 20.0
n-Hexadecanoic acid 17.73 3.9 ng 868227 4 16.80 4408880 20.0
Octadecanoic acid 19.03 3.3 ng 691438 5 21.02 4141080 20.0
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