LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 3.316 69 73 85 rBv 154656 202059 1.22% 0.188%
2 4.640 293 298 306 rBV 448378 593973 3.58% 0.553%
3 5.081 364 373 384 rBVY 7082043 9454359 56.91% 8.804%
4 6.640 630 638 649 rBY 6650896 10147023 61.08% 9.449%
5 6.981 687 696 709 rBVY 6476459 10106626 60.84% 9.411%

7.440 768 774 783 rVB 1127980 1688669 10.17% 1.572%
7.757 819 828 837 rBV 5091787 7924639 47.70% 7.379%
8.587 962 969 977 rBV 4158511 6570553 39.55% 6.118%
88348 167071 1.01% 0.156%
10.198 1236 1243 1250 rBVY 1317996 2173577 13.08% 2.024%
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11 12.704 1661 1669 1676 rBV 10472991 14597123 87.87% 13.593%
12 13.563 1807 1815 1822 rBV 1494217 2084386 12.55% 1.941%
13 14.092 1898 1905 1914 rBV2 1827128 2742492 16.51% 2.554%
14 15.592 2153 2160 2171 rBV 8030422 10924725 65.76% 10.173%
15 16.845 2367 2373 2381 rBV2 2144487 3024296 18.21% 2.816%

16 17.768 2525 2530 2539 rBV2 452248 619675 3.73% 0.577%
17 19.068 2745 2751 2759 rBvV2 271516 406375 2.45% 0.378%
18 19.504 2820 2825 2832 rVB 13462343 16611905 100.00% 15.469%
19 20.215 2940 2946 2953 rBV 1040336 1299635 7.82% 1.210%
20 20.803 3042 3046 3054 rBV6 148705 249487 1.50% 0.232%

21 21.062 3084 3090 3095 rBV 2395757 3048645 18.35% 2.839%
22 23.186 3446 3451 3459 rVB2 1537615 2751289 16.56% 2.562%

Sum of corrected areas: 107388582
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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

Abundance TIC: BM010880.D
1.2e+07
1e+07

8000000 5.08
i 6.64 .98

6000000
7.76

8.59
4000000

2000000 +aa 10.20

3.32 4.64 8.72

—_—t - ! - - ">

T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010880.D

19150
1.2e+07
12.70
1e+07

8000000 15.59

6000000

4000000

16.84

2000000 1356 1409 20.22

17.77 19.07

Time--> 12.00 12,50 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 TIC: BM010880.D

1.2e+07

le+07
8000000
6000000

4000000

21.06

2000000 2319

20.80
e N

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\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 Propylene Glycol Concentration Rank 7

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

3.32 2.39 ng 202059 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 56
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 45
3 2-Propanol. 1-bromo- 138 C3H7BrO 019686-73-8 38
4 2-Butanol. (.+/-.)- 74 C4H100 015892-23-6 9
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9

Abundance Scan 74 (3.322 min): BM010880.D (-69) (-) 45.00 100.00%
43.0 F
5000
3.00 3.20 3.40 3.60
Ol 771 1340 2212 2809 3848 7, 43,00  23.97%
m/z--> 50 100 150 200 250 300 350
Abundance #918: Propylene Glycol
45.0
5000 NSRS SR SRR
300 320 3.40 3.60
m/z 61.00 12.98%
o280) | 760
m/z--> 50 100 150 200 250 300 350
Abundance
45.0
URARBARARSERARERRAREY
3.00 3.20 3.40 3.60
5000 m/z 42.10 6.88%
15.0
N WL O LN L L
m/z--> 50 100 150 200 250 300 350
Abundance #16441: 2-Propanol, 1-bromo-
48.0 3.00 3.20 3.40 3.60
m/z 43.95 5.92%
5000
93.0 125.0
0:|H|“U|||||‘|||H||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 3.00 3.20 3.40 3.60

8270-BM071217.M Wed Jul 19 15:31:06 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.64 7.03 ng 593973 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 64
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 50
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 298 (4.640 min): BM010880.D (-293) (-) m/z 43.10 100.00%
431
5000
101.1 e
601  83.0 | 4.40 4.60 4.80 5.00
o} SR | oV o] S m/z 59.10 68.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR S IR A

4.40 4.60 4.80 5.00
m/z 101.10 26.83%

15.0 101.0
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59.0
AR e e A
4.40 4.60 4.80 5.00
)
5000 101.0 m/z 58.10 14.12%
42.0
84.0
ot el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #248: Guanidine I  RERRE LRSS S
59.0 4.40 4.60 4.80 5.00

m/z 41.10 10.31%

50007 18.0  4og

obrel e e e e

m/z--> 200 40 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\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 unknown6.98 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.98 119.70 ng 10106600 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10
Abundance Scan 696 (6.981 min): BM010880.D (-687) (-) m/z 132.00 100.00%
13%.0
68.1
5000
960 TrrrrryrrrryrrrryrrrrroT
40.0 | l 552 6.60 6.80 7.00 7.20 7.40
o bt A m/z 68.10 54.95%
m/z--> 50 100 150 200 250 300 350
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 AR AR RS SRR

6.60 6.80 7.00 7.20 7.40
m/z 66.10 42.85%

103.0
I e
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
o
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.53%
69.0
39.0 103.0
Ol e P e
m/z--> 50 100 150 200 250 300 350
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE A ma i
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 28.63%
5000
92.0
3906?0 J
o N 0 X VY 8
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\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.77 4.10 ng 619675 Phenanthrene-d10 16.84
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 47

Abundance Scan 2530 (17.768 min): BM010880.D (-2525) (-) m/z 73.00 100.00%
73.0
41.1
5000
129.1 213.2
1852 T TTrTTTTTT TTTT TTTTTT
98.0 ol 256-3283 o 1o 17.40 17.60 17.80 18.00
(o} ; : m/z 60.00 74 .22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 [ DU SRR UL SO
17.40 17. 60 17.80 18.00
m/z 41.10 59.63%
mz> 20 A'o ' 'éso" Py '1'66 '1'26' '1'46 % '1'86 200 'z'zb' 240 566 280 300 320 340
Abundance
430 30
17.40 17.60 17.80 18.00
5000 m/z 55.10 57.82%
129.0
214.0
98.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75071: Tetradecanoic acid
73.0 17.40 17.60 17.80 18.00
43.0 m/z 43.10 53.76%
5000 1290
‘ 185.0 228.0
m/z--> m4ommmmmmmmmmnmmm%mmmmo 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 6 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.07 2.67 ng 406375 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 2751 (19.068 min): BM010880.D (-2745) (-) m/z 73.00 100.00%
4110
5000
18.80 19.00 19.20 19.40
355.3 )
N — M>3 "m/z 43.10 91.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43.0
5000 129.0 SR NN SUNRILR SN SRR
3.0 18.80 19.00 19.20 19.40
‘ 1850 o4y o 2840 m/z 60.00 81.19%
ok, .“. HI il ‘Mlhl ‘-‘|‘- .‘ .“. ‘I - .‘ o .“. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
18.80 19.00 19.20 19.40
5000 284.0 m/z 55.05 75.96%
83.0 129.0
185.0
e L BN S "?4}0" T |?7?P'|'
m/z--> 50 100 150 200 250 300 350 400
Abundance #46615: Undecanoic acid SRLA Al AN M A S
60.0 18.80 19.00 19.20 19.40
m/z 57.05 71.21%
5000
129.0
270 7.0 ‘ 186.0
0..‘.{.” .J.Ilt.‘.“..|‘...{.|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010880.D

Aca On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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 7 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.22 8.53 ng 1299640 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
2 3-Cvclohexvlpropionamide 155 C9H17NO 004361-29-9 50
3 Octanamide 143 C8H17NO 000629-01-6 43
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 38
5 Tetradecanamide 227 C14H29NO 000638-58-4 37

Abundance Scan 2947 (20.221 min): BM010880.D (-2940) (-) m/z 59.00 100.00%

59.0
5000

20. OO 20 20 20. 40 20. 60

154.1 19g 1 238.2 281.1

355.1
o! 4011 4845 "m/z 72.10 84.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106877: 9-Octadecenamide, (2)-
59.
5000 LA B L L L L L L LB LB

mmmmmmmm
126.0 m/z 55.10 39.71%

L, 1840 2380 %10
o O vl
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
72.0

20.00 20 20 20. 40 20.60

m/z 41.05 38.45%
5000 155.0
112.0
O T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #19501: Octanamide
59.0 20.00 20.20 20.40 20.60

m/z 43.05 28.37%

5000

00.0 143.0
00"9')”Iu"'}'l""LI""I""I""I""I""I""I""I

50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71817\
Data File : BM010880.D

Acq On 18 Jul 2017 20:53

Operator : SJ/JU

Sample : 14224-01

Misc :

ALS Vial : 5 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]
Propylene Glycol 3.32 2.4 ng 202059 1 7.44 1688670 20.0
2-Pentanone, 4-hy... 4.64 7.0 ng 593973 1 7.44 1688670 20.0
unknown6 .98 6.98 119.7 ng 10106600 1 7.44 1688670 20.0
n-Hexadecanoic acid 17.77 4.1 ng 619675 4 16.84 3024300 20.0
Octadecanoic acid 19.07 2.7 ng 406375 5 21.06 3048650 20.0
9-Octadecenamide, ... 20.22 8.5 ng 1299640 5 21.06 3048650 20.0
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