LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 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-BM031119.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 4.816 305 311 325 rBV 101099 174124 1.05% 0.202%
2 5.257 380 386 403 rBY 4161184 6141933 36.91% 7.134%
3 6.845 648 656 677 rBY 4481594 7477493 44 .94% 8.686%
4 7.198 708 716 735 rBVY 4399571 7097683 42 .65% 8.245%
5 7.657 787 794 803 rBV 797481 1255214 7.54% 1.458%

7.975 840 848 863 rBvV 3079827 4828168 29.02% 5.608%
8.828 984 993 1011 rBV 2310994 4064102 24.42% 4.721%
10.445 1260 1268 1289 rBV 990986 1780823 10.70% 2.069%
12.927 1683 1690 1712 rBY 7020655 10311210 61.97% 11.977%
13.780 1829 1835 1848 rBV 533097 833704 5.01% 0.968%

=
QO ~NO®

11 14.310 1919 1925 1937 rBV2 1702384 2773004 16.66% 3.221%
12 15.815 2174 2181 2196 rBV 6807345 9632210 57.89% 11.189%
13 17.068 2387 2394 2407 rBV 2427215 3590524 21.58% 4.171%
14 17.956 2540 2545 2559 rBV 212736 384372 2.31% 0.446%
15 19.703 2836 2842 2856 rBV 12993322 16640153 100.00% 19.329%

16 20.962 3052 3056 3068 rBV 650712 899596 5.41% 1.045%
17 21.268 3102 3108 3120 rBV 2987066 3928625 23.61% 4_.563%
18 21.833 3201 3204 3207 rBV 144082 168404 1.01% 0.196%
19 22.286 3278 3281 3289 rBV 205942 280496 1.69% 0.326%
20 22.791 3364 3367 3372 rVB 238564 322584 1.94% 0.375%

21 23.356 3459 3463 3469 rVB 208154 324979 1.95% 0.377%
22 23.503 3481 3488 3499 rBV 1651802 3178829 19.10% 3.693%

Sum of corrected areas: 86088230
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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:\SVOASRV\HPCHEMI\BNA M\DATA\BM031319\

BM019145.D

13 Mar 2019 14:37

Jus/sJ

K1824-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM019145.D

5.26 6.85 7.20

7.97
8.83

7.66

A

4.82

10.45

O
Time--> 3.00

350 400 450 5.00 550

6.00 6.50 7.00 750 8.00

8.50 9.00

T
9.50

T | T T
10.00 10.50 11.00 11.50

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM019145.D

12.93 15.82

17.07
14.31

13.78 17.96

19,70

O
Time-->

A
LN s Bt O B e B B O B O B e B e B N B B N B e N B B B N B B B B B

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

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

20.96

TIC: BM019145.D

21.27
23.50

21.83 22.29 221;79 23.3&
A

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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-Pentanol, 2,4-dimethyl- Concentration Rank 4

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

4.82 2.77 ng 174124 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 37
4 Dimethadione 129 C5H7NO3 000695-53-4 36
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 36

Abundance Scan 312 (4.822 min): BM019145.D (-305) (-) m/z 43.00 100.00%
43
59
5000
101
'y 83 281 440 4.60 4.80 5.00 5.20 '
ot e e e m/z 59.10 73.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 SR LR L SRR
440 4.60 4.80 5.00 5.20
43 101 m/z 101.00 27 .90%
27 83
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
440 460 4.80 500 520
5000 5o m/z 58.05 16.88%
15 101
LT | e
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone AR BREEE R e e S
59 440 4.60 4.80 5.00 5.20
m/z 41.00 10.74%
5000 43
0 15 2% J‘\ 8\7
m/z--> 25 40 éo 80 100 120 140 160 180 200 220 240 260 280 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.20 Concentration Rank 1

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

7.20 113.09 ng 7097680 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 716 (7.198 min): BM019145.D (-708) (-) m/z 132.00 100.00%
32
5000

6.80 7.00 7.20 7.40 7.60

0 m/z 68.10 47 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 /|\|||||||||||||||||||||

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.99%

15 39 6|i|3 90 104

Otrrr et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
24 I e o e e R
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 30.01%
S U (TR I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.45%
5000 67
97
‘ ‘ 117
o.n,nnmnhpkn,nn,njp.w..”“.”..”..”..”..”“.”“. A 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 5
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.14 ng 384372 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2546 (17.962 min): BM019145.D (-2540) (-) m/z 73.00 100.00%
7B
60
43
5000
129
97 115 157 213 LA AR SN B
| 143157171185 097" " 227 256 17.60 17.80 18.00 18.20
Ol m/z 60.00 73.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
48 60 73
5000 29 256 L D DL B U B
17. 60 17. 80 18. oo 18.20
213 m/z 43.05 57 .50%
. h L 143157171185 1 oo
m/z--> "éb“ 'ﬁb' I60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 7B
43 17.60 17.80 18.00 18.20
5000 129 m/z 57.05 53.05%
29 ; 185 228
01115 | 143,c5171
o ,,,II\,\”‘I\J, .T T b 2 ,\,,1,99,,2,13 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid R e
60 78 17.60 17.80 18.00 18.20
m/z 55.00 51.85%
43
5000
129
29 ‘ .15 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. oo 18 20

8270-BM031119.M Thu Mar 14 17:45:26 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.58 ng 899596 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 96
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 3056 (20.962 min): BM019145.D (-3052) (-) m/z 57.10 100.00%
57
5000 11
139 207 20.60 20.80 21.00 21.20
- pLPaer T 2s2asl  ame 429 o Ttesih o5.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 | 69
5000
20.60 20.80 21.00 21.20
m/z 69.05 94 .56%
I ] 4 l | 154 182 224 252
0 N UL UL WL LN WAL UL SR

m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)-
55
83 IIIIIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 m/z 55.05 80.00%
29
111
AIERYFFUNERTEC T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester  ARaRRaRLL IR ER A
43 20.60 20.80 21.00 21.20
69 m/z 43.05 79.53%
97
5000
125
o’ .JuJ.‘,.wl.%lf? ..%QF.%Z?. L LI
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Nonacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.79 2.03 ng 322584 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3367 (22.791 min): BM019145.D (-3364) (-) m/z 57.10 100.00%
g7
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—r
113
IMwmszm 22.40 22.60 22.80 23.00 23.20
Ob—rt | A b L L 205238707205323 396 402430461 849 | Tz 71.10  95.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
7
22.40 22.60 22.80 23.00 23.20
m/z 85.10 65.95%
A2 ﬂl}ilf{l§qlg7225253281309337365 408
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—r
71 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.10 60.91%
99 5,
Ok L] 37155183 225253 295 337
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #155178: Octacosane B e e
22.40 22.60 22.80 23.00 23.20
m/z 55.05 25.80%
- | \/A“L
| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019145.D

Aca On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.36 2.04 ng 324979 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3464 (23.362 min): BM019145.D (-3459) (-) m/z 57.10 100.00%

—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

23.00 23.20 23.40 23.60

191221951282 323355 403431461489

0 m/z 71.10 91.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane

23.00 23.20 23.40 23.60
m/z 85.10 62 .52%

13
141169197225053281309337365 408

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82606: Heptadecane
T T e T T T
23.00 23.20 23.40 23.60
5000 m/z 43.10 50.97%

13141169197 240

.

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99477: Nonadecane B e N R
23.00 23.20 23.40 23.60
m/z 55.10 23.00%
5000

:

13141169197995 268
‘ I I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO031319\
Data File : BM019145.D

Acq On : 13 Mar 2019 14:37

Operator : JU/SJ

Sample - K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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-Pentanol, 2,4-d... 4.82 2.8 ng 174124 1 7.66 1255210 20.0
unknown?7 .20 7.20 113.1 ng 7097680 1 7.66 1255210 20.0
n-Hexadecanoic acid 17.96 2.1 ng 384372 4 17.07 3590520 20.0
3-Octadecene, (E)- 20.96 4.6 ng 899596 5 21.27 3928630 20.0
Nonacosane 22.79 2.0 ng 322584 6 23.50 3178830 20.0
Heptadecane 23.36 2.0 ng 324979 6 23.50 3178830 20.0

8270-BM031119.M Thu Mar 14 17:45:28 2019 Page: 9



