LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .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 4.687 302 306 314 rBV 88094 134509 1.55% 0.289%
2 5.134 375 382 403 rBVY 2579287 3746831 43.16% 8.061%
3 6.704 641 649 668 rBY 2589360 4349825 50.11% 9.358%
4 7.040 699 706 722 rBVY 2790609 4302145 49.56% 9.256%
5 7.498 778 784 792 rBV 423690 671305 7.73% 1.444%

7.810 830 837 855 rBV 1896507 3080322 35.48% 6.627%
8.657 971 981 994 rBV 1450854 2459962 28.34% 5.292%
475254 927870 10.69% 1.996%
12.769 1672 1680 1700 rBVY 3663029 5683282 65.47% 12.227%
13.633 1822 1827 1839 rBV 161944 308864 3.56% 0.664%
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11 14.157 1910 1916 1932 rBV2 799057 1231912 14.19%% 2.650%
12 15.663 2166 2172 2191 rBV 3239182 4861642 56.00% 10.459%
13 16.921 2380 2386 2401 rBV 935684 1433516 16.51% 3.084%
14 17.833 2535 2541 2558 rBV 436163 654580 7.54% 1.408%
15 19.127 2756 2761 2772 rBV 243228 391915 4_.51% 0.843%

16 19.574 2831 2837 2847 rBV 7058253 8680813 100.00% 18.676%
17 20.862 3052 3056 3065 rBV 233869 335891 3.87% 0.723%

18 21.139 3098 3103 3111 rBV 1247818 1733956 19.97% 3.730%
19 23.303 3465 3471 3479 rVvB2 812210 1492889 17.20% 3.212%

Sum of corrected areas: 46482029
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018211.D
7000000

6000000
5000000
4000000

3000000 513 6.70 7.04

2000000 7.81
8.66

1000000
7.50 10.27
4.69

e —"- e LS £ SR S | S
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Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM018211.D
7000000 19|57

6000000
5000000

4000000 12.77
15.66
3000000

2000000

1000000 14.16 16.92
13.63 ﬂ 17.83 19.13

e L BB ammsn S S BEss

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 TIC: BM018211.D
7000000

6000000
5000000
4000000
3000000

2000000
21.14
23.30

1000000
20.86 J .

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:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 5

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

4.69 4.01 ng 134509 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 36

Abundance Scan 307 (4.693 min): BM018211.D (-302) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1
83.0 4.40 4.60 4.80 5.00
e 20 7z 59.10 74.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I A RN R
440 460 4.80 5.00
59.0 m/z 101.10 31.26%
270 g3.0 101.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
440 4.60 480 500
0
5000 1010 m/z 58.10 22.41%
42.0
T '|"M"“‘l"'”i" "?4'9" |"¥1Piq UL AL S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine PP PR
43.0 59.0 440 460 4.80 5.00
m/z 41.00 12.00%
5000{ 18.0
”'”I”m'ﬂ“"i”"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.04 128.17 ng 4302150 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 706 (7.040 min): BM018211.D (-699) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 U I UL IR I
40.0 6.80 7.00 7.20 7.40
W0 M 20 Tm/z 68,10 42.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 USRI UL IR

6.80 7.00 7.20 7.40
m/z 134.00 33.01%

63.0
150 S50 TR0, }??f{. L —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
A L AR ma
69.0 1040 6.80 7.00 7.20 7.40
5000 ' m/z 66.10 28.47%
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132.0 6.80 7.00 7.20 7.40
m/z 69.10 17.99%
5000
70.
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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.
17.83 9.13 ng 654580 Phenanthrene-d10 16.92
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 2540 (17.827 min): BM018211.D (-2535) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
97.1 213.2 L B R
157.1 1851 256.3 17. 60 17. 80 18. 00 18 20
— 810 "m/z 60.00 75.61%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 L B SUMSLLN UL B
) 17. 60 17. 80 18. 00 18 20
213.0 m/z 43.10 64 .44%
l 157.0 185.0
m/z--> ﬁdllﬁb" 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0
430 17750 17.80 18,00 1520
5000 129.0 m/z 55.05 60 .65%
171.0
B A B
Ill H\ H‘M‘H“‘ ‘H‘ \H |‘|‘|||||||‘|||||||‘|||||||‘|||||||||||||||||||
miz-> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R o N S
73.0 ﬂmﬂmmmmm
43.0 m/z 41.10 57 .43%
5000 1290
185.0 228.0
e, -
II”I‘I\I”‘IH‘ ‘H:::‘Hl‘ Hﬁlu‘uu||‘|EI-|5|7|9|‘|||||||‘|||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.52 ng 391915 Chrysene-di12 21.14
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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2761 (19.127 min): BM018211.D (-2756) (-) m/z 73.00 100.00%

185.2 241.2 KNJ—V\’/\/

415.1 18:80 19.00 19.20 19.40
: m/z 60.00 74.72%

m/z--> 50 100 150 200 250 300 350 400
Abundance #108839: Octadecanoic acid
43.0
5000

284.0 18.80 19.00 19.20 19.40
m/z 57.10 68.79%

4110
5000

185.0

241.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #83686: Pentadecanoic acid
73.0
41,0
18.80 19.00 19.20 19.40
5000 129.0 m/z 43.05 66.62%
‘ 199.0 242.0
M M..u L P
m/z--> 50 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43.0 18.80 19.00 19.20 19.40
m/z 55.00 60.82%
5000
H i ?2? © 1o 2130 %0

m/z--> 5 200 250 300 350 400 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Aca On - 15 Dec 2018 19:31

Operator : JU/SJ

Sample : J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.86 3.87 ng 335891 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 92
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 1-Nonadecanol 284 C19H400 001454-84-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3056 (20.862 min): BM018211.D (-3052) (-) m/z 83.10 100.00%
83.1
43,
5000
rzs.l 207.1
168.2 ' 265.2 20.60 20.80 21.00 21.20
e L .'1.-!',-.l. Cah 2RA s 41520 L TTe5 05 89.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 LR TN SUNI SR
20.60 20.80 21.00 21.20
m/z 57.10 85.20%
39.0
L .}1 ) 1820 2040 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate
57.0
97.0
20.60 20.80 21.00 21.20
5000 m/z 55.05 84 .53%
’J L1300 1820 2200 2940 3400
HELELEE SIS BN SUNLELEL UARLELELN SRR SRR BRI DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #142901: 1-Tetracosanol R T T
43.0 20.60 20.80 21.00 21.20
m/z 97.10 82 .39%
5000 83.0
| [‘ 0. ‘ [ l 1250 168.0 210.0 252.0 294.0 336.0
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018211.D

Acq On : 15 Dec 2018 19:31

Operator : JU/SJ

Sample - J6340-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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... 4.69 4.0 ng 134509 1 7.50 671305 20.0
unknown? .04 7.04 128.2 ng 4302150 1 7.50 671305 20.0
n-Hexadecanoic acid 17.83 9.1 ng 654580 4 16.92 1433520 20.0
Octadecanoic acid 19.13 4.5 ng 391915 5 21.14 1733960 20.0
1-Nonadecene 20.86 3.9 ng 335891 5 21.14 1733960 20.0
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