LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016405.D

Aca On : 16 Aug 2018 07:25 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4462-02 O&Bl&ﬂPgF{}S
isc :

ALS Vial : 30 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

5.645 396 401 413 rBV 131737 220655 12.39% 2.997%
7.281 675 679 698 rBB2 68143 128186 7.20% 1.741%
rBv 299453 499906 28.07% 6.789%
8.104 814 819 829 rBB 98305 162011 9.10% 2.200%
8.428 868 874 885 rBB 500521 798583 44.85% 10.845%
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9.292 1015 1021 1033 rBvV 324815 550680 30.92% 7.479%
10.922 1292 1298 1307 rBV 103497 176205 9.90% 2.393%
13.363 1707 1713 1725 rBV 839858 1159410 65.11% 15.746%
14.745 1941 1948 1955 rBB2 131741 203145 11.41% 2.759%
16.015 2160 2164 2169 rBB 35762 43034 2.42% 0.584%

=
QO ~NO®

11 16.233 2196 2201 2214 rBB 438449 613284 34.44% 8.329%
12 17.480 2408 2413 2426 rBB 178594 251508 14.12% 3.416%
13 18.327 2552 2557 2565 rBV2 34445 50594 2.84% 0.687%
14 19.586 2766 2771 2778 rBV2 20290 29741 1.67% 0.404%
15 20.062 2847 2852 2857 rBV 1640812 1780700 100.00% 24.183%

16 21.615 3111 3116 3122 rBV 285189 351844 19.76% 4._.778%
17 23.938 3505 3511 3518 rBV 171188 343829 19.31% 4.669%

Sum of corrected areas: 7363315
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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\HPCHEM1I\BNA M\DATA\BM081518\

- BM016405.D

: 16 Aug 2018 07:25

- SJ/JU

- J4462-02 081318-TIPC-F-D-S
- 30 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM072318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016405.D

1500000

1000000

500000 8.43

7.63 9.29
5.65 708 8.10 10.92
O T T T T T T e T e e e e e
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016405.D
20.06

1500000

1000000

13.36
500000 16.23
14.74 17.48
16.02 18.33 19.59

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016405.D

1500000

1000000

500000

21.61
23.94
O I e B e o o e e B L o IR o o o o o B B L B o o o o e o LA o e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016405.D

Aca On : 16 Aug 2018 07:25

Operator : SJ/JU

ﬁ?ggle i J4462-02 081318-TIPC-F-D-S
ALS Vial : 30 Sample Multiplier: 1

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

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 unknown7.63 Concentration Rank 2

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

7.63 61.71 ng 499906 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne 66 C5H6 000646-05-9 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Hexenedinitrile 106 C6H6N2 001119-85-3 16
4 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 16
5 3-Penten-1-yne, (2)- 66 C5H6 001574-40-9 16

Abundance Scan 738 (7.628 min): BM016405.D (-734) (-) m/z 132.00 100.00%
13R.0
5000 66.0
401 54.0 96.0 A RS S LR
||” I |7 0 1060 7.20 7.40 7.60 7.80 8.00
,,,, !-.".,.~:!':,....,...~.,..-.:,....,....,'...,.. m/z 66.00 51.49%
m/z--> 20 30 50 70 80 90 100 110 120 130 140
Abundance #359: 1-Penten-3-yne
66.0
39.0
5000 AR RARRS B E RARRE R
7.20 7.40 7.60 7.80 8.00
m/z 68.10 43.17%
27.0 51.0
'w'““w'ﬂl“'uh“'”h“"“l“'w'“'w'“l“'w'“'w'“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14015: 1H-Benzimidazole, 2-methyl-
132.0
720 740 7.60 7.80 8.00
5000 m/z 134.00 31.31%
63.0
39.0 520 90.0
77.0 104.0
20 T TR T 0 e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4923: 3-Hexenedinitrile T e B e
66.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 27 .15%
5000
390 520 79.0 106.0
"P?z?“'m'“'HM'W'l'P'”I“'W"“I”'W'”'P'”I”'W" | R L IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 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 : BM016405.D

Aca On : 16 Aug 2018 07:25

Operator : SJ/JU

ﬁ?ggle i J4462-02 081318-TIPC-F-D-S
ALS Vial : 30 Sample Multiplier: 1

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

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 Ethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.24 ng 43034 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 83
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
3 OQuinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 40
4 Pvrimidine. 2-methvlthio-4-hvdro... 157 C5H7N30S 001074-41-5 38
5 1,4-Dioxaspiro[4.4]nonane, 7,8-b... 188 C9H1604 1000155-54-9 33
Abundance Scan 2165 (16.021 min): BM016405.D (-2160) (-) m/z 157.00 100.00%
157.0
5000
115.0
D o mo | wme 209, 1530 16,00 1620 1640
R L B A o N B m/z 115.00 33.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #103737: Ethyl citrate
157.0
5000 115.0 LI I BURRL SULUL L
29.0 15.80 16.00 16.20 16.40
69.0 87.0 2030 m/z 43.10 17.70%
ol B T U a%90 ) asso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27862: 1-Amino-2-methylnaphthalene
157.0
: R SN S SRR I
15.80 16.00 16.20 16.40
5000 m/z 203.10 11.82%
129.0
28.0 51.0 7%0 102.0 L.
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27851: Quinoline, 4,8—dimethy|— LI L L L I
157.0 15.80 16.00 16.20 16.40
m/z 110.90 8.97%
5000
620 70 1020 1280 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016405.D

Aca On : 16 Aug 2018 07:25

Operator : SJ/JU

ﬁ?ggle i J4462-02 081318-TIPC-F-D-S
ALS Vial : 30 Sample Multiplier: 1

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

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 4.02 ng 50594 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
2 Tetradecanoic acid 228 C14H2802 000544-63-8 49
3 Undecanoic acid 186 C11H2202 000112-37-8 35
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Dodecanoic acid 200 C12H2402 000143-07-7 27
Abundance Scan 2558 (18.333 min): BM016405.D (-2552) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.1 2131
I h ‘ 185.2 256.3 18.00 18.20 18.40 18.60
e LA ,-'.“...',...'.,....,..1?.7,9... PR S A . m/z 41.10 94.71%
m/z--> 20 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 55.10 73.30%
256.0
Ny 97.0 157.0 1850 2130
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid
430 |, 730
18.00 18.20 18.40 18.60
m/ 60.00 72 .82Y%
5000 1290 z 0
185.0
97.0 228.0
,,139\, , ,W A m 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46616: Undecanoic acid e
410 600 18.00 18.20 18.40 18.60
: m/z 73.05 62.72%
5000
870 129.0
soo) W ANy om0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM081518\

Data File : BM016405.D

Acq On : 16 Aug 2018 07:25

Operator : SJ/JU

ﬁ?ggle i J4462-02 081318-TIPC-F-D-S
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_M
Quant Title : 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]
unknown7 .63 7.63 61.7 ng 499906 1 8.10 162011 20.0
Ethyl citrate 16.02 4.2 ng 43034 3 14.74 203145 20.0
n-Hexadecanoic acid 18.33 4.0 ng 50594 4 17.48 251508 20.0
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