LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 5.169 314 320 331 rBV 66810 102184 8.75% 1.367%
2 5.646 395 401 417 rBV 426943 660502 56.58% 8.838%
3 7.281 674 679 699 rBV 406674 673960 57.74% 9.018%
4 7.640 734 740 755 rBB 469086 756057 64.77% 10.116%
5 8.110 815 820 828 rBB 106442 173929 14.90% 2.327%

8.434 868 875 885 rBB 364561 576976 49.43% 7.720%
9.298 1016 1022 1037 rBV 242417 415957 35.63% 5.566%
10.928 1293 1299 1310 rBB 115943 193642 16.59% 2.591%
13.369 1708 1714 1725 rBV 546093 777439 66.60% 10.402%
14.204 1852 1856 1863 rBB 24115 31434 2.69% 0.421%

=
QO ~NO®

11 14.751 1943 1949 1956 rVB2 144571 219109 18.77% 2.932%
12 16.239 2196 2202 2213 rBB 497557 691711 59.26% 9.255%
13 17.486 2408 2414 2422 rBV 176884 240798 20.63% 3.222%
14 18.333 2553 2558 2566 rBV 61734 79214 6.79% 1.060%
15 19.592 2768 2772 2780 rBV 32801 48256 4._.13% 0.646%

16 20.062 2847 2852 2860 rVB 983872 1167316 100.00% 15.619%
17 21.292 3057 3061 3066 rBV5 29347 39707 3.40% 0.531%

18 21.615 3112 3116 3126 rBV 238342 309031 26.47% 4_.135%
19 23.944 3506 3512 3520 rBV 160535 316393 27.10% 4.233%

Sum of corrected areas: 7473615
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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:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO081518\

BM016380.D

15 Aug 2018 14:56

SJ/Ju

J4471-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BM016380.D

7.64

5.65 7.28

8.43

8.11
5.17

10.93

O

Time--> 3.50

400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

T T T
10.00 10.50 11.0

0 11.50

Abundance

800000

600000

400000

200000

0

TIC: BM016380.D

13.37
16.24

14.75 17.49

14.20

N
T T TT T T T T T T T T T T T

18.33

19.59

2006

Time--> 12.

00 1250 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 20.50

Abundance

800000

600000

400000

200000

0

TIC: BM016380.D

21.62
23.94

21.29

Time-->

21.00 2150 22.00 2250 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

8270-BM072318.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 3

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

5.17 11.75 ng 102184 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propvlamine 59 C3HSN 000107-10-8 37
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32

Abundance Scan 320 (5.169 min): BM016380.D (-314) (-) m/z 43.10 100.00%
31
5000 59.1
101.0
2.9 | 480 5.00 520 5.40 5.60
e e et 828l Tm/z 59.10  46.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS U A R
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.03%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
o 280 500 520 540 560
5000 m/z 39.00 13.29%
20.0 101.0
e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #238: Propylamine R L N R
3d.0 4.80 5.00 520 5.40 5.60
m/z 41.00 11.83%
5000
59.0
170 0 HO ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 unknown7.64 Concentration Rank 1

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

7.64 86.94 ng 756057 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14

Abundance Scan 740 (7.640 min): BM016380.D (-734) (-) m/z 132.00 100.00%
132.0
5000 66.0 K
: ) U SR UL IR
: 7.40 7.60 7.80 8.00
ler m/z 66.00 42 .94%
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 '/\?'l"" [T T
7.40 7.60 7.80 8.00
310 510 m/z 68.10 41 .45%
"W'”'P“'l'ﬂuJ”I“'W'”!P”'P'”I“'W”'W'”'P'”I““I”
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-
56.0 132.0
'A“I'”'I”"P"W'”
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.20%
15'0 21.‘0‘ 42.? 1 ‘ ‘ 76\.0 91.0 “
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- A L A R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 25.93%
5000 67.0
4ﬁo L | 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.33 6.58 ng 79214 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 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2557 (18.327 min): BM016380.D (-2553) (-) m/z 43.00 100.00%
48.0
73.0
5000
129.0 213.2
| “ |. 97.1 157.1 185.0 ‘ 256.2 18.00 18.20 18.40 18.60
SRS N R RS A M m/z 41.00 98.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
430 730
5000
18.00 18.20 18.40 18.60
129.0 m/z 60.00 85.59Y%
256.0
. 9r.0 157.0 1850 2130
m/z--> "éblllﬁol I60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid
43.0 | 73.0
UM RS R AR
18.00 18.20 18.40 18.60
m/ 55.00 77 .71Y%
5000 1290 z 0
185.0
97.0 228.0
ol I
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #56046: Dodecanoic acid R R aamm mma i L
60.0 18.00 18.20 18.40 18.60
m/z 73.00 73.00%
5000 129.0
29.0 85.0 157.0
200.0
“\,h‘\ I 2 Y A o) Wit
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.59 3.12 ng 48256 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38

Abundance Scan 2772 (19.592 min): BM016380.D (-2768) (-) m/z 43.10 100.00%

431
73.0

5000

19.20 19.40 19.60 19.80 20.00
m/z 55.10 88.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 129.0

19.20 19.40 19.60 19.80 20.00
m/z 41.05 84 .70%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 60.00 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56043: Dodecanoic acid e Eame s e
73.0 19.20 19.40 19.60 19.80 20.00
43.0 m/z 73.00 69.03%
5000
129.0
157.0 200.0
e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 20 19. 40 19. 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016380.D

Aca On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 1-Octadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.57 ng 39707 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 55
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 53
3 1-Pentadecanol 228 C15H320 000629-76-5 49
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 49
5 17-Pentatriacontene 491 C35H70 006971-40-0 49
Abundance Scan 3061 (21.292 min): BM016380.D (-3057) (-) m/z 43.05 100.00%
43.0
83.1
5000
268.0 325.0357.0 4150 12100 2120 2140 2160
ﬁﬂ-llL,J m/z 55.05 85.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100813: 1-Octadecanol
43.0 83.0
5000
21.00 21.20 21.40 21.60
25.0 m/z 83.10 61.71%
J [ | 1|, mes0 2240
miz--> 50 100 150 200 250 300 350 400
Abundance #127051: Acetic acid, chloro-, hexadecy! ester
69.0
121,00 21.20 2140 21.60
5000 m/z 69.00 60.29%
11.0
zg"olm Ly |‘l J | JI l];sﬂ.O L 22?0 269.0
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #75205: 1-Pentadecanol
41.0, 83.0 21.00 21.20 21.40 21.60
m/z 41.05 58.99%
5000
25.0
..‘.‘.' .‘.*.l.Jl..J.’.l‘.].-8.2..0|.... ———————
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081518\
Data File : BM016380.D

Acq On : 15 Aug 2018 14:56

Operator : SJ/JU

Sample : J4471-01

Misc :

ALS Vial : 8 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 11.8 ng 102184 1 8.11 173929 20.0
unknown? .64 7.64 86.9 ng 756057 1 8.11 173929 20.0
n-Hexadecanoic acid 18.33 6.6 ng 79214 4 17.49 240798 20.0
Tetradecanoic acid 19.59 3.1 ng 48256 5 21.62 309031 20.0
1-Octadecanol 21.29 2.6 ng 39707 5 21.62 309031 20.0

8270-BM072318.M Thu Aug 16 17:12:53 2018 Page: 8



