LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

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\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 102414 156617 6.59% 1.335%
2 5.646 395 401 417 rBV 685621 1044781 43.95% 8.904%
3 7.287 673 680 693 rBV 655259 1082698 45.54% 9.227%
4 7.640 734 740 754 rBV 786482 1224222 51.49% 10.433%
5 8.110 815 820 830 rBB 102802 165072 6.94% 1.407%

8.434 868 875 884 rBB 577035 939114 39.50% 8.004%
9.298 1016 1022 1041 rBV 397974 665552 28.00% 5.672%
10.928 1293 1299 1306 rBV 104996 177435 7.46% 1.512%
13.369 1707 1714 1724 rBV 990306 1381024 58.09% 11.770%
14.204 1852 1856 1864 rBB 35959 46871 1.97% 0.399%

=
QO ~NO®

11 14.751 1943 1949 1955 rBB2 134909 205058 8.63% 1.748%
12 16.239 2196 2202 2216 rBB 934149 1246122 52.42% 10.620%
13 17.486 2408 2414 2423 rBV 167454 235975 9.93% 2.011%
14 18.333 2553 2558 2571 rBV2 60245 82574 3.47% 0.704%
15 19.592 2769 2772 2778 rBV2 28161 33709 1.42% 0.287%

16 20.068 2847 2853 2858 rBV 2043223 2377368 100.00% 20.261%
17 21.292 3056 3061 3066 rBV5 32695 57799 2.43% 0.493%

18 21.615 3112 3116 3122 rBV2 249912 311626 13.11% 2.656%
19 23.944 3507 3512 3520 rVB2 163149 300098 12.62% 2.558%

Sum of corrected areas: 11733715
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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
2000000

1500000

1000000

500000

5.65

5.17

TIC: BM016384.D

7.64

7.29
8.43

8.11

10.93

0
Time-->

7.00

350 400 450 5.00 5.50

6.00

6.50

750 8.00 850 9.00

9.50

T T T
10.00 10.50 11.0

0 11.50

Abundance
2000000

1500000

1000000

500000

0

13.37

14.20

14.75

TIC: BM016384.D

16.24

17.49

18.33

T Ikl

19.59

A
TTT

20.07

Time--> 12.

n
LN S S B s S B B B O B R B B B R B B B

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
2000000

1500000

1000000

500000

0

21.62

21.29

23.94

A

TIC: BM016384.D

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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 18.98 ng 156617 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 42
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
5 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 25

Abundance Scan 320 (5.169 min): BM016384.D (-314) (-) m/z 43.00 100.00%
43.0
5000 59.1
1010 480 5.00 520 540 5.60
...,....,....,....|,'!...5,1-.°.:!,....,....,8.3;1..,....,|....,. m/z 59.10  44.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A R UL
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 18.51%
210 | 510 || 69.0 830910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540 5.60
5000 m/z 39.00 13.27%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R e R
43.0 480 5.00 520 5.40 5.60
m/z 42.00 11.47%
57.0
5000
20.0 101.0
15.0 o U 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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.

7.64 148.33 ng 1224220 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 740 (7.640 min): BM016384.D (-734) (-) m/z 132.00 100.00%
13%.0
5000 66.1 A
40.1
54.0 | 96.0 T T T T T T T T T
76.0 'Mo7m'm08m
S 1 /e !'!'.'.,.fl:,ﬁ‘?-?,..!.,?ﬁ’-?:?....,...., b M/Z 66.10  47.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro-
132.0
5000 630 g0 i '7'.'46' 7.60 7.80 8.00
m/z 68.10 41 .93%
31.0 50.0 101.0 112.0
'W'“'P'“I”'W'”hJ'IW'“'V'”le'ﬁ'”'P“”I”'WI”'P'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14015: 1H-Benzimidazole, 2-methyl-
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 32.00%
63.0
39.0 520 90.0
77.0 104.0
N R TR ol =2 S [N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684. 3H-1,2-Dithiol-3-one, 5—methy|— LI L L L L LB B
132.0 7.40 7.60 7.80 8.00
m/z 69.10 25.05%
5000 67.0
HUUNR R ﬁﬁ:?'l'?7;9'l"lu 'l'|""|""ﬁ93.?'|""|""| T UL SR L LR
m/z--> 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\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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 7.00 ng 82574 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 40
Abundance Scan 2557 (18.327 min): BM016384.D (-2553) (-) m/z 43.10 100.00%
431
73.0
5000 129.0 s131
I| || “ ‘ 171.1 256.2 18.00 18.20 18.40 18.60
,....,..~.','..-.,.'...,....,....,....,..'..,.-...-,...........!,. m/z 41.10 99.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0

5000 ||||||||IIII|I’I\IIIAIAIIII
18.00 18.20 18.40 18.60

129.0 60 | M/z 60.00 77.99%
1570 1850 2130

97.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #65565: Tridecanoic acid
73.0
R e
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 73.00 71.04%
171.0
% L
I I 36 T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.10 62.25%
5000 1290
185.0 228.0
97.0
\ I 1660 |
I III‘I‘III H‘ “IIIHI‘II‘I“I HI‘III‘IIIIIIIII TTTT TTTT IIIIIIIIIII
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.00 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 : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.59 2.16 ng 33709 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 62
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
Abundance Scan 2772 (19.592 min): BM016384.D (-2769) (-) m/z 41.00 100.00%
4140 3.0
5000 o0 129.0
‘ ' 18T-1 241'2 284.2
19.20 19.40 19.60 19.80 20.00
N |,.|. .,u|...|,..|.|.,...|.,....,..l.,...ﬁ(??'f?,|.|...,....,....,.|.. m/z 55.00  99.42%
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 43.05 95.89%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0
43.0 19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 73.05 90 .54%
171.0
e e
|||||l||‘||‘||”|“‘|‘l|‘| “Hi:lhl“uu“”l|‘|‘|| ‘”“‘ - |‘||| S N e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid A B R e
43.0 |, 73.0 19.20 19.40 19.60 19.80 20.00
m/z 60.00 79.10%
5000
129.0 242.0
‘ 97.0 199.0
Ll 171.0
m/z--> 26 45 60 80 100 120 140 160 180 200 220 240 260 280 19&0 19.40 19%0 19.80 2050
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016384.D

Aca On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.71 ng 57799 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 60
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 53
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 49
4 1-Tricosene 322 C23H46 018835-32-0 49
5 1-Eicosene 280 C20H40 003452-07-1 49
Abundance Scan 3061 (21.292 min): BM016384.D (-3056) (-) m/z 55.05 100.00%
58.0
83.1
5000
111.1
|| | 148.9 19?0 0991 282.0 356.0 21.00 21.20 21.40 21.60
| S o N m/z 43.05 95.95%
m/z--> 50 100 150 200 250 300 350
Abundance #98170: 1-Nonadecene
41,0
83.0
5000
111.0 21.00 21.20 21.40 21.60
m/z 41.00 68.78%
1139 .0 168.0 266.0
m/z--> 50 100 150 200 250 300 350
Abundance #89757: E-15-Heptadecenal
43.0
83.0 21.00 21.20 21.40 21.60
5000 m/z 83.10 67.69%

’ 111.0
J

] ‘L ‘139 O 168.0 196.0224.0 252 0

T e L e e B e e e e

T T
m/z--> 50 100 150 200 250 300 350

Abundance #154046: Bromoacetic acid, octadecy! ester R A REERE TS 1
43.0 21.00 21.20 21.40 21.60
69.0 m/z 69.10 63.73%
97.0
5000

23.0
‘\ I “\‘\ ut\ 153.0 181 0 224'025?'0 297. 0

JL
T

T
m/z--> 50 1 200 250 300 350 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 : BM016384.D

Acq On : 15 Aug 2018 17:23

Operator : SJ/JU

Sample : J4471-17

Misc :

ALS Vial : 12 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 19.0 ng 156617 1 8.11 165072 20.0
unknown? .64 7.64 148.3 ng 1224220 1 8.11 165072 20.0
n-Hexadecanoic acid 18.33 7.0 ng 82574 4 17.49 235975 20.0
Tetradecanoic acid 19.59 2.2 ng 33709 5 21.62 311626 20.0
1-Nonadecene 21.29 3.7 ng 57799 5 21.62 311626 20.0
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