LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.169 314 320 330 rBV 59214 88909 3.14% 0.554%
2 5.645 396 401 414 rBV 427247 660411 23.31% 4.112%
3 7.287 674 680 695 rBV 229878 395236 13.95% 2.461%
4 7.645 734 741 757 rBV 999384 1562951 55.16% 9.733%
5 8.116 815 821 829 rBV 181744 294226 10.38% 1.832%
6 8.434 869 875 888 rBB 960454 1537025 54.24% 9.571%
7 9.304 1016 1023 1037 rBV 722255 1186214 41.86% 7.387%
8 10.333 1192 1198 1205 rBB2 27630 41338 1.46% 0.257%
9 10.927 1293 1299 1304 rBV 214768 355201 12.54% 2.212%
10 10.980 1304 1308 1317 rVB 102456 172790 6.10% 1.076%
11 13.374 1708 1715 1721 rBV 1668463 2415223 85.24% 15.040%
12 14.204 1851 1856 1862 rBV 43506 60506 2.14% 0.377%
13 14.751 1943 1949 1956 rBV2 263767 395709 13.97% 2.464%
14 14.815 1956 1960 1965 rvB2 21519 30342 1.07% 0.189%

15 16.245 2196 2203 2212 rBV 1360383 1838655 64.89% 11.450%

16 17.486 2409 2414 2419 rBvV2 306151 427607 15.09% 2.663%

17 17.903 2481 2485 2489 rBV 34141 49484 1.75% 0.308%
18 18.339 2554 2559 2568 rBV 104506 157471 5.56% 0.981%
19 19.598 2769 2773 2780 rBV2 64199 93967 3.32% 0.585%
20 19.892 2820 2823 2829 rVB3 19622 29962 1.06% 0.187%
21 20.068 2848 2853 2862 rBV 2514441 2833494 100.00% 17.645%
22 20.333 2895 2898 2903 rBV3 24915 31771 1.12% 0.198%
23 20.827 2978 2982 2985 rBV 46208 47598 1.68% 0.296%

24 21.286 3056 3060 3070 rBv4 150430 265672 9.38% 1.654%
25 21.621 3112 3117 3123 rVB 335903 419696 14.81% 2.614%

26 21.715 3130 3133 3137 rVB 52029 53847 1.90% 0.335%
27 22.156 3205 3208 3212 rBV 54727 61757 2.18% 0.385%
28 22.633 3286 3289 3293 rVB 47213 55898 1.97% 0.348%
29 23.150 3374 3377 3382 rVB3 49149 65968 2.33% 0.411%

30 23.950 3508 3513 3522 rVB2 225314 429745 15.17% 2.676%

Sum of corrected areas: 16058673
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BM016361.D
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Time--> 3.50
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0
Time--> 12.
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2500000

2000000

1500000
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TIC: BM016361.D

21.62 23.95

21.29
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20.83
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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.

5.17 6.04 ng 88909 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propvlamine 59 C3HO9N 000107-10-8 42
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 38
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
5 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 32

Abundance Scan 320 (5.169 min): BM016361.D (-314) (-) m/z 43.00 100.00%
43.0
5000 59.1
1010 480 5.00 520 540 5.60
o..,....,....,....','!:.?}'.9-:-.',....,....f‘?'.l..,....,|....,. m/z 59.10  46.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R SR UL
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 18.89%
0 21.0 350 | 510 || 67.0 830910 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
30.0
480 5.00 520 540 5.60
5000 m/z 41.10 11.39%
59.0
o 170 A0 510 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28752: 2-Nonanone, 9-hydroxy- .
43.0 58.0 4.80 5.00 5.20 5.40 5.60
m/z 58.10 10.89%
5000
71.0 820
0 ‘ ! i | 1 | 97.0
LU UL SR SO S AL SRR SULELL SR SURLELIL SRR UL B A R SR UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.65 Concentration Rank 1

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

7.65 106.24 ng 1562950 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 742 (7.651 min): BM016361.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 B B AL L
54.1 Mggal o 740 7.60 7.80 8.00
0 : 114. m/z 68.10 40.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I L LR

7.40 7.60 7.80 8.00
m/z 66.10 40.55%

31.0 51.0
o | | “ 1 . I
T R P R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
R B A REmEEmas
7.40 7.60 7.80 8.00
5000 67.0 m/z 134.00 33.04%
44.0 103.0
0 l1 | ‘ Ll L, 1
T e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R N mmaa
56.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 22 .70%
5000
150 210 420 | 760 910 |
Orrrr e e e e e e e L e R IRE R s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2,5-Octadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.33 ng 41338 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Octadiene 110 C8H14 063216-69-3 68
2 Cvclopentaneacetaldehvde. 2-form... 166 C10H1402 005951-57-5 59
3 2.4-Hexadienal. (E.E)- 96 C6H80 000142-83-6 53
4 Cvclopropane. 1.2-dimethyvl-3-met... 82 C6H10 062338-02-7 50
5 2-Octyne 110 C8H14 002809-67-8 43
Abundance Scan 1197 (10.328 min): BM016361.D (-1192) (-) m/z 95.00 100.00%
95.0
411 810
5000 55.0
69.1 108.0
152.1 UV BN LS
" || ||d I|| | 10.00 10.20 10.40 10.60
S R A RN KR RN AR KRN RRAAN SRS LARAS ARAN LARAS LARAN LAY ARSI m/z 41.10 77.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5755: 2,5-Octadiene
39/o
27.0 67.0 g10
53.0
5000

10.00 10.20 10.40 10.60
m/z 39.00 72.27%

95.0 110.0

0 ,...'!,!...I!!:.,.'.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #33097: Cyclopentaneacetaldehyde, 2-formyl-3-methyl-.alpha...

41.0
27.0 IIIIIIIIIIIIIIIIIIIIIII
55.0 67.0 81.0 10.00 10.20 10.40 10.60
5000 9.0 1060 1930 m/z 81.00 70.19%
Ul g e
BT OO 101 T o 2
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2755: 2,4-Hexadienal, (E,E)- e R
81.0 10.00 10.20 10.40 10.60
39.0 m/z 55.00 46 .88%
5000 53.0
27.0 67.0 96.0
OHP”A”ﬂM”JMMwmh”nﬁ”wnnpnwnnpnwunpnwnnpuw” i b
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4
R.T. EstConc Area Relative to ISTD R.T.
18.34 7.37 ng 157471 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2559 (18.339 min): BM016361.D (-2554) (-) m/z 41.10 100.00%
411
5000
129.0
97.0 213.2 IR AR DA AR
157.1 185.0 256.3 ,o1 4 18.00 18.20 18.40 18.60
o} . m/z 43.10 90.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 U AR AR
18 00 18. 20 18 40 18. 60
213.0 m/z 60.00 72.77%
157.0 185.0
o.u,n.ﬂ'u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0 U AR AR SRR
18.00 18.20 18.40 18.60
5000 129.0 m/z 73.00 72.62%
0l15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid A M man B S
73.0 18.00 18.20 18.40 18.60
m/z 55.05 70.56%
43.0
5000
1290 171.0
: 214.0
98.0
o 180d A an.u.h‘nkwﬂn..nk..” SN e da
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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.

19.60 4.48 ng 93967 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2773 (19.598 min): BM016361.D (-2769) (-) m/z 43.10 100.00%

431
73.0

5000

19.20 19.40 19.60 19.80 20.00
m/z 41.05 89.27%

04
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

5000 129.0
19. 20 19. 40 19 60 19. 80 20 00
1850 54y 2840 m/z 55.10 83.02%
. Jisto | 230 |
- T .I I lI T T T T T I‘ T T T T I T T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #46616: Undecanoic acid
60.0
s N M e
19.20 19.40 19.60 19.80 20.00
5000] 290 m/z 73.05 73.95%
129.0
LmIIOIO ‘ P57018§0
o e
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A B o
43.0 19.20 19.40 19.60 19.80 20.00
m/z 60.00 71.32%
73.0
129.0
185.0213.0241.0
Am— “H B N Y- =X B F L
m/z--> 50 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 10-Methylnonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.83 2.27 ng 47598 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 81
3 Nonadecane 268 C19H40 000629-92-5 81
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 80
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2983 (20.833 min): BM016361.D (-2978) (-) m/z 57.10 100.00%
57.1
5000 \,¢~M~JWMWWNAVW“NWMwm,A/\
85.0
131 1850 10302230 2049 3410 20160 2030 21100 2120
ol—— il . .-|..,..' PR S S m/z 43.05 93.45%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57.0
5000 : U AR IR BN BUR
29.0 20.60 20.80 21.00 21.20
' m/z 71.10 58.98%
o 113.0141.0 169.0 197.0 225.0 253.0 282.0
m/z--> 50 100 150 200 250 300 350

Abundance #107656: 10-Methylnonadecane

&)
!
o

20.60 20.80 21.00 21.20

85.0

5000 ' m/z 41.05 48.72%
154.0
20 ’ 1130 267.0
A W S 1 E—
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane Al EREEEEET S
57.0 20.60 20.80 21.00 21.20
m/z 55.10 35.96%
- T \M
29.0
L0 L 301410160015700050 2680
B L A B e e B e R B o R
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 8 unknown21.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.29 12.66 ng 265672 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ditetradecvl ether 410 C28H580 005412-98-6 43
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 42
3 Tridecane. 4.8-dimethvl- 212 C15H32 055030-62-1 30
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 27
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 27

Abundance Scan 3061 (21.291 min): BM016361.D (-3056) (-) m/z 43.10 100.00%

5000

21.00 21.20 21.40 21.60

0 m/z 57.10 87.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158479: Ditetradecyl ether
57.0
5000 1970 LI LI L LR B
21. OO 21 20 21. 40 21. 60
m/z 41.05 78.46%
18. 41.0
o ,? A 269.0 368.0
m/z--> 50 150 200 250 300 350 400
Abundance #45563: Dodecane, 2-methyl-
57.0
I R N R R
21.00 21.20 21.40 21.60
5000 m/z 55.05 77.36%
99.0 141.0
o159 n,.-..‘.i - ﬂ, N
m/z--> 50 100 150 200 250 300 350 400
Abundance #64583: Tridecane, 4,8-dimethyl- AR BEE s L
57.0 21.00 21.20 21.40 21.60
m/z 239.15 53.45%
5000
| ‘98 0 141 0
0 . 197.0
,,,,,,
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 9 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.72 2.57 ng 53847 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 89
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 81
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 74
5 Hexatriacontane 507 C36H74 000630-06-8 74
Abundance Scan 3134 (21.721 min): BM016361.D (-3130) (-) m/z 57.10 100.00%
57.1
5000 851
113.1 155.1 208.0 239.1266.0 341.0369.0 I2;|.4I-OI I2I16IOI I2;|.8I0I IZIZOIOI )
o bl b T Tm/z 43.100  76.61%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 R AR PR R DR
85.0 21. 40 21 60 21. 80 22.00
20.0 m/z 71.05 49 .19%
oL ld Ly | fRoeroe00 a0
m/z--> 50 100 150 200 250 300 350
Abundance #107658: Nonadecane, 2-methyl-
43.0
2140 21.60 21.80 22.00
5000 710 m/z 41.10 38.63%
990 )
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #147095: Eicosane, 7-hexyl- e  EaRmEamSTT
57.0 21.40 21.60 21.80 22.00
m/z 85.10 35.54Y%
5000 85.0
ol “ I L[nf 0J14‘1 0 18202110 2520281.0308.0337.0
m/z--> 55 160 150 260 2%0 360 3éo 21.40 21.60 21.80 22.00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 10 Pentadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.16 2.94 ng 61757 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 68
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 64
3 Docosane 310 C22H46 000629-97-0 64
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 3209 (22.162 min): BM016361.D (-3205) (-) m/z 57.05 100.00%
51.0
5000
991 rfrrrryrrrryrrrry T T TT T
1410 19399951 2810 3250 429.1 21.80 22.00 22.20 22.40
oL, : m/z 43.05 91.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73983: Pentadecane, 2-methyl-
43.0
5000 AR R UGERA BJRRE B
85.0 2180 2200 22.20 2240
7o 1830 m/z 71.10 63.35%
O O O X
m/z--> 50 100 150 200 250 300 350 400
Abundance #155180: Docosane, 7-hexyl-
57.0
21.80 22.00 22.20 22.40
5000 m/z 85.00 48.75%
182.0
0..‘ LT, #1020 250 a0 80 500 w20
m/z--> 50 100 150 200 250 300 350 400
Abundance #123096: Docosane R A AREEmaEE T
57.0 21.80 22.00 22.20 22.40
m/z 41.00 48.62%
5000
.0
ol Ly L] 140 1m0 e w00
e S e o e #e '300' 380 400 21.80 22,00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 11 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.66 ng 55898 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 76
3 Eicosane 282 C20H42 000112-95-8 70
4 Hexacosane 366 C26H54 000630-01-3 68
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 68
Abundance Scan 3289 (22.633 min): BM016361.D (-3286) (-) m/z 57.10 100.00%
57.1
5000
99.1 281.0 R BN SRR BN SUR
l| 155.1 207.0239.1 343.0 429.1 22.40 22.60 22.80 23.00
ol A | m/z 43.10 97.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane
57.0
5000 LR UL SRR BRI B
nmnmnmmm
m/z 71.05 66.78%
o140l | k44| 14} 0 1830 2250  296.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #107658: Nonadecane, 2-methyl-
43.0
" 22.40 22.60 22.80 23.00
5000 m/z 85.05 48 .25%
85.0
L om0
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #107651: Eicosane N ma A RAE
57.0 22.40 22.60 22.80 23.00
m/z 41.05 37.30%
5000
o1 1] 2%° 1410 188 0 2250 2820
m/z--> % 1& ﬁo m 2m ﬁo ﬁ)4& nmnmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016361.D

Aca On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 12 Decane, 1-i1odo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.15 3.07 ng 65968 Perylene-d12 23.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Decane. 1-i1odo- 268 C10H211 002050-77-3 64
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 62
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 62
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 3377 (23.150 min): BM016361.D (-3374) (-) m/z 57.10 100.00%
57.1
PN N AU B
251.9984 0 3551 22.80 23.00 23.20 23.40
ot m/z 43.10 91 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 AUV AR DR B
nmmmmmmm
99.0 m/z 71.10 66.00%
oL L. ] J }419 1830 2250 2820
m/z--> 55 100 150 260 2éo 300 3%0 460
Abundance #98767: Decane, 1-iodo-
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.05 42 .51%
99.0 155.0
0INIUI_.J,,,\IH.,,\IIM,|,,,,|2,6559, I
m/z--> 50 100 150 200 250 300 350 400
Abundance #147095: Eicosane, 7-hexyl- R B M
57.0 22.80 23.00 23.20 23.40
m/z 41.00 30.52%
5000
99.0
o \ J ) |y 1410 1820 2550 2810 320
m/z--> % 1& ﬁo ﬁ 2% mo @ 4& nmmmmmmm'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081418\
Data File : BM016361.D

Acq On : 14 Aug 2018 19:02

Operator : SJ/JU

Sample : J4431-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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... 5.17 6.0 ng 88909 1 8.12 294226 20.0
unknown7 .65 7.65 106.2 ng 1562950 1 8.12 294226 20.0
2,5-Octadiene 10.33 2.3 ng 41338 2 10.93 355201 20.0
n-Hexadecanoic acid 18.34 7.4 ng 157471 4 17.49 427607 20.0
Octadecanoic acid 19.60 4.5 ng 93967 5 21.62 419696 20.0
10-Methylnonadecane 20.83 2.3 ng 47598 5 21.62 419696 20.0
unknown21.29 21.29 12.7 ng 265672 5 21.62 419696 20.0
Eicosane 21.72 2.6 ng 53847 5 21.62 419696 20.0
Pentadecane, 2-me... 22.16 2.9 ng 61757 5 21.62 419696 20.0
Heneicosane 22 .63 2.7 ng 55898 5 21.62 419696 20.0
Decane, l-iodo- 23.15 3.1 ng 65968 6 23.95 429745 20.0
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