LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

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-BF073018.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 5.201 483 487 501 rBV 501167 694895 13.93% 1.798%
2 5.601 552 555 586 rBY 2448830 3779994 75.76% 9.779%%
3 6.601 722 725 744 rBVY 2288941 3699755 74.15% 9.572%
4 6.737 744 748 772 rVB 3250079 4102003 82.22% 10.613%
5 6.960 783 786 808 rVB 515675 869312 17.42% 2.249%

7.113 808 812 834 rBV 2584006 3173640 63.61% 8.211%
7.525 879 882 923 rBV 1442026 2682134 53.76% 6.939%
829864 1247160 25.00% 3.227%
9.313 1182 1186 1216 rBV 3741407 4989270 100.00% 12.908%
10.001 1299 1303 1320 rBV 1136936 1338164 26.82% 3.462%
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11 10.795 1434 1438 1470 rBV 2132185 3268731 65.52% 8.457%
12 11.495 1554 1557 1580 rBV 925040 1422877 28.52% 3.681%
13 13.083 1822 1827 1849 rBV 3558367 4344091 87.07% 11.239%
14 14.148 2004 2008 2023 rBV 620692 1005643 20.16% 2.602%
15 14.895 2131 2135 2142 rVB 87123 103744 2.08% 0.268%

16 15.254 2191 2196 2203 rVB 142965 193933 3.89% 0.502%
17 15.654 2259 2264 2266 rBV 213007 293766 5.89% 0.760%
18 15.689 2266 2270 2287 rVB2 465791 960640 19.25% 2.485%
19 16.113 2337 2342 2348 rBV 189995 286993 5.75% 0.743%
20 16.648 2427 2433 2441 rBV2 100354 195508 3.92% 0.506%

Sum of corrected areas: 38652253
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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: BF107851.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 15.99 ng 694895 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 487 (5.201 min): BF107851.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 [rrr T[T T[T
| 83.0 | 4.80 5.00 5.20 5.40 5.60
ot e m/z 59.00 64.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 4.80 5.00 520 540 5.60
0
150 a0 1010 m/z 101.00 18.45%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 560
5000 m/z 58.00 16.85%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- AR e S
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.56%
5000 41.0
31.0
69.0 870
o 15.0 M L1500l 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2 unknown6.74 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.74 94 .37 ng 4102000 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 749 (6.743 min): BF107851.D (-744) (-) m/z 132.00 100.00%

132.0
5000
68.0

00 se0 || %oﬁo 114 640 6.60 6.80 7.00
0..,....,....,....I....,.!..,::.'.,..'..,....,....,.'!..,....,....,"...,.. m/z 68.00 34.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LI L L L L L L L L L O

6.40 6.60 6.80 7.00
m/z 134.00 33.16%

31.0 51.0

S T /NS PO NN ) RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 65.95 23.33%
41.0 53.0 97.0 1170
‘ ‘ 79.0 ’
0 “ AN \‘m‘ 1] [, ‘ Il
R R L B o o R e e e R SRR R S RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.61%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.06 ng 103744 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Docosane 310 C22H46 000629-97-0 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2136 (14.901 min): BF107851.D (-2131) (-) m/z 57.00 100.00%
57.0
1131 296.3 14.60 14.80 15.00 15.20
155.1
0 e 2 m/z 43.00 54.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 L B BRI S B
mmmmmmmm
m/z 71.05 54 _.03%
29.0 113.0
o L] 1410 1690 197.0 2250 2530 2960
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #140551: Dodecane, 1-iodo-
57.0
14,60 14.80 15.00 15.20
m/z 85.05 46.42Y%
5000 850 0
29.0
169.0 296.0
0 J \ | 113.0 141.0, | 1970 2250
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #117636: Nonadecane B in o R e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 18.34%
5000 85.0
29.0 150 268.0
0 \.‘ b h\ H I, il I 14?- 0 i 169 0 197 0 225 0 I
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.25 4.04 ng 193933 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 2195 (15.248 min): BF107851.D (-2191) (-) m/z 57.00 100.00%
57.0 A
5000 J J
99.1 RPN SN BN B
1411 1972 15.00 15.20 15.40 15.60
o — ,I. . Jﬂ, L s (2099 8851 ' "m/z 71.10 63.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LR B SULRUL RO B
mmmmmmmm
99.0 m/z 43.00 55.19%
ol Il 1) 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #175557: Tetracosane
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 85.10 42 .45%
99.0
ol ] |4, 141.0 183.0 225.0 2670 338.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #124147: 2-Bromotetradecane T T T T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 20.90%
5000
99.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.11 5.98 ng 286993 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2342 (16.113 min): BF107851.D (-2337) (-) m/z 57.00 100.00%
57.0
RN NN SUNRA SRR
155.2 15.80 16.00 16.20 16.40
ol ll ll L2t 19712 2531 %61 0 Tnyz 71.10  58.52%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R IR RO SULR RN BN
15.80 16.00 16.20 16.40
‘ m/z 43.00 45 _.84%
0 2§0| | ,9?0, 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 41.73%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.35%
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073118\
Data File : BF107851.D

Aca On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.65 4.07 ng 195508 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2433 (16.648 min): BF107851.D (-2427) (-) m/z 57.00 100.00%
57.0
J Jgg-o 1411 " 16.40 16.60 16.80 17.00
225.1 : : : :
0 ,I LAy 3882 2251 2669 m/z 71.10 53.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LR LRI SULELL BB U
16. 40 16. 60 16. 80 17. oo
99.0 m/z 43.00 45 . 46%
o1, | }410 1830 2250 2810 337.0 3940
m/z--> 55 160 150 260 2%0 360 3%0 460 '
Abundance #141426: Heneicosane
57.0
"' 16.40 16.60 16.80 17.00
5000 m/z 85.05 41 .62%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223851: Hentriacontane A e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.82%
- VMAWﬂVMJWWVWVj«Vﬂ“wﬂwWJAMAMWN
9.0
ol | ; 141.0 183.0 2250 2670 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF073118\
Data File : BF107851.D

Acq On : 31 Jul 2018 16:06

Operator : JU/SJ

Sample : PB111618BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.20 16.0 ng 694895 1 6.96 869312 20.0
unknown6.74 6.74 94._.4 ng 4102000 1 6.96 869312 20.0
Heneicosane 14.90 2.1 ng 103744 5 14.15 1005640 20.0
Hentriacontane 15.25 4.0 ng 193933 6 15.69 960640 20.0
Heptacosane 16.11 6.0 ng 286993 6 15.69 960640 20.0
Octacosane 16.65 4.1 ng 195508 6 15.69 960640 20.0
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