LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF073019.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 5.440 566 570 604 rBY 2085058 2547502 77 .64% 9.378%
2 6.457 739 743 762 rBVY 2506623 2676431 81.57% 9.853%
3 6.587 762 765 774 rVB 2828957 2639531 80.45% 9.717%
4 6.816 801 804 816 rVB 561530 538390 16.41% 1.982%
5 6.969 827 830 849 rBY 2057668 2065202 62.94% 7.603%
6 7.381 896 900 928 rBVY 1713636 1729320 52.71% 6.366%
7 8.098 1019 1022 1047 rVB 657127 688938 21.00% 2.536%
8 9.169 1200 1204 1216 rBV 3272948 2899405 88.37% 10.674%
9 9.569 1269 1272 1286 rBV 217149 242582 7.39% 0.893%
10 9.851 1316 1320 1335 rBV 813085 807747 24.62% 2.974%

11 10.639 1450 1454 1471 rBV 1921698 1969543 60.03% 7.251%
12 11.339 1569 1573 1582 rBV 778343 858228 26.16% 3.159%

13 11.404 1582 1584 1591 rVB 46050 46848 1.43% 0.172%
14 11.863 1658 1662 1677 rBV2 36293 87782 2.68% 0.323%
15 12.916 1837 1841 1844 rBV 3539332 3281089 100.00% 12.079%
16 13.810 1987 1993 1994 rBV2 47477 52029 1.59% 0.192%
17 13.980 2018 2022 2036 rBV 801614 938737 28.61% 3.456%
18 14.121 2042 2046 2050 rBV 77126 66990 2.04% 0.247%

19 14.421 2094 2097 2102 rBvV 147936 144602 4.41% 0.532%
20 14.721 2144 2148 2158 rBV 248063 262848 8.01% 0.968%

21 15.051 2199 2204 2214 rBV 335482 385764 11.76% 1.420%
22 15.433 2261 2269 2292 rVB2 720182 1454300 44.32% 5.354%
23 15.839 2332 2338 2348 rBV 280313 419232 12.78% 1.543%
24 16.327 2414 2421 2436 rVB 142168 271464 8.27% 0.999%
25 16.898 2511 2518 2525 rBV2 41886 88946 2.71% 0.327%

Sum of corrected areas: 27163450
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF116285.D
3500000

3000000 6.59

2500000 6.46

5.44 6.97
2000000
7.38

1500000

1000000

500000

e T

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF116285.D
3500000 12.92

3000000
2500000
2000000 10.64
1500000

1000000
9.85

8.10 11.34

500000

9.57

.40 11.86

e ———————

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF116285.D
3500000

3000000
2500000
2000000
1500000

1000000
13.98 15.43

500000 14.72 15}()5 15.84

14.42
13.81 lj- 12 = |

o —— L R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.59 Concentration Rank 1

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

6.59 98.05 ng 2639530 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 766 (6.593 min): BF116285.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.0

96.0 SRR SARSE RS SRR
40.0 540 J 6.20 6.40 6.60 6.80 7.00
M.lf‘?:"..!,u??‘?-?.. S — m/z 68.00 38.09%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
116.0
5000 980 ||||||||A||||||||||||||||
6.20 6.40 6.60 6.80 7.00
m/z 134.00 34 _.36%
158.0 189.0
T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e N N
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 24 .85%
41.0 97.0
‘ ‘ 117.0
S MOV O N A
m/z--> 20 40 60 80 100 120 140 160 180 k L
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- AT e AR
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.06%
117.0
5000
39.0 910
L
,.h..u.NM.VW..JH.u:.,ﬂ..l\.P‘.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.05 ng 87782 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 1662 (11.863 min): BF116285.D (-1658) (-) m/z 73.00 100.00%
430 30
5000 1200
97.0 R
| ”” 171.0 213.1 56,1 11.60 11.80 12.00 12.20
SRS 1y | D S NN BN 5 m/z 43.00 81.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

11.60 11.80 12.00 12.20

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 75.46%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
L S REEmE
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 66.49%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 63.28%
5000 1290
185.0 228.0
‘970
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .42 3.08 ng 144602 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2097 (14.421 min): BF116285.D (-2094) (-) m/z 57.00 100.00%
57.0
85.1
5000
R N N mm
J, -111'“.“1691 s N2 1 B S m/z 71.05 77.62%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LR UL UL BUULILN B
14.20 14.40 14.60 14.80
200 m/z 43.00 64 .36%

O ) ].lﬂﬁl 141.0160.0197.0225.02530  206,0323.0 _ 367.0
M o

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 \
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_ﬁ

14.20 14.40 14.60 14.80

85.0

5000 ' m/z 85.10 55.69%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0 14.20 14.40 14.60 14.80

m/z 55.00 24 . 73%

| | MB3O 155018305110 253.0 \.J\J“JL

m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

5000 85.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.61 ng 262848 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2148 (14.721 min): BF116285.D (-2144) (-) m/z 57.00 100.00%
57.0
5000
%l 14.40 14.60 14.80 15.00
41.1 : : :
J, “.",.i'.f.' ey M/z 71.05  76.41%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.00 61.99%
27.+OJ L | ) 1410 1830 2250 26602960
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.05 54 _.06%
99.0
27,00 | | | , 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #124147: 2-Bromotetradecane
57.0 14.40 14.60 14.80 15.00
m/z 54.95 21.98%
5000
99.0
27,0 l ||| 1410 1970
ll L |
m/z--> 55 160 1%0 260 250 360 3%0 14?0 14%0 14%0 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.05 5.31 ng 385764 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2204 (15.051 min): BF116285.D (-2199) (-) m/z 57.00 100.00%
5%.0
5000
901 14.80 15.00 15.20 15.40
141.1 : . . .
. 1 b 24 LoesL %o+ m/z 71.05 75.16%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.00 59.49Y%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 55.34Y%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21.96%
5000
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.84 5.77 ng 419232 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2338 (15.839 min): BF116285.D (-2332) (-) m/z 57.00 100.00%

57.0
5000
st 15.60 15.80 16.00 16.20
141.1

AL L 83L 292 2811 | m/z 71.00 79.41%

B e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

57.0

5000 ||||||||||||||||||||
15.60 15.80 16.00 16.20
99.0 m/z 43.00 60.51%
2m|jj“d“m1%02m2mom% 365.0
il e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 58.09%
99.0
239.0
‘ 1| J‘ |y FAEO0 1830 TP 260.0 3080 3520
et bl e L e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane P T T ...
57.0 15 60 1580 16. 00 16 20
m/z 55.00 23.07%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 15.60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116285.D

Aca On : 15 Aug 2019 18:29

Operator : HP/JU

Sample : K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.73 ng 271464 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2421 (16.327 min): BF116285.D (-2414) (-) m/z 57.00 100.00%
57.
5000

16.00 16.20 16.40 16.60
m/z 71.00 74.96%

169.1 225.2 280.9
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane

5000

16.00 16.20 16.40 16.60
m/z 43.00 59.29%

169.0 225.0 296.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.05 56.10%
13. O
‘ ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e A e e T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.00 22 .69%
5000
13.0
LU0 169.0 2250 2950 3670
R B o R R B R RES R A R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16. 20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081519\
Data File : BF116285.D

Acq On : 15 Aug 2019 18:29

Operator : HP/JU

Sample - K4340-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .59 6.59 98.0 ng 2639530 1 6.82 538390 20.0
n-Hexadecanoic acid 11.86 2.0 ng 87782 4 11.34 858228 20.0
Hexacosane 14.42 3.1 ng 144602 5 13.98 938737 20.0
Heneicosane 14.72 3.6 ng 262848 6 15.43 1454300 20.0
Octacosane 15.05 5.3 ng 385764 6 15.43 1454300 20.0
2-methyloctacosane 15.84 5.8 ng 419232 6 15.43 1454300 20.0
Tetratetracontane 16.33 3.7 ng 271464 6 15.43 1454300 20.0
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