LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 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-BF072018 .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 5.213 484 489 504 rBV 553018 853037 15.59% 1.710%
2 5.607 552 556 584 rBY 3758518 5275404 96.40% 10.572%
3 6.607 721 726 745 rBVY 3749627 5364822 98.04% 10.751%
4 6.742 745 749 772 rVB 4622870 5472319 100.00% 10.967%
5 6.966 784 787 807 rVB 1259222 1565467 28.61% 3.137%
6 7.125 810 814 834 rBVY 3959601 4122141 75.33% 8.261%
7 7.531 879 883 907 rBVY 2578995 3426826 62.62% 6.867%
8 8.248 1001 1005 1017 rBvV 1801268 1936649 35.39% 3.881%
9 9.325 1183 1188 1197 rBV 5436417 5387138 98.44% 10.796%
10 9.713 1250 1254 1261 rBV 517973 483094 8.83% 0.968%

11 10.007 1300 1304 1317 rVB 1903903 1918286 35.05% 3.844%
12 10.801 1435 1439 1453 rBV 2730131 3057366 55.87% 6.127%
13 10.907 1453 1457 1465 rVB2 76435 142317 2.60% 0.285%
14 11.501 1554 1558 1567 rBV 1666314 1780510 32.54% 3.568%
15 12.007 1641 1644 1649 rBvV 240348 258948 4.73% 0.519%

16 12.795 1776 1778 1785 rBV3 53584 77729 1.42% 0.156%
17 13.089 1823 1828 1840 rBV 4013549 4222536 77.16% 8.462%
18 13.636 1918 1921 1924 rBV 111610 106328 1.94% 0.213%
19 13.966 1974 1977 1982 rVB 343143 327320 5.98% 0.656%
20 14.154 2005 2009 2017 rBV 1492437 1558489 28.48% 3.123%

21 14.283 2028 2031 2035 rBV 184052 166465 3.04% 0.334%
22 14.589 2080 2083 2090 rVB 241788 255772 4.67% 0.513%
23 14.913 2135 2138 2141 rVB 181340 184697 3.38% 0.370%
24 14.989 2149 2151 2155 rVB 180094 184161 3.37% 0.369%
25 15.265 2195 2198 2205 rVB 224062 275329 5.03% 0.552%

26 15.683 2264 2269 2275 rBV 784274 1266816 23.15% 2.539%
27 16.130 2342 2345 2352 rVB 153907 229411 4._.19% 0.460%

Sum of corrected areas: 49899377
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On : 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107627.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 10.90 ng 853037 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF107627.D (-484) (-) m/z 43.00 100.00%

43.0
59.0
5000

1010 LA B L L L L LB LB B
480 500 520 540 560
83.0
0...,....,....,....','::.?,1'.0.-!.,...6?',9....,.-...,...:,|....,. m/z 59.00 64.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 BRI LN L L L LB L L L

480 5.00 520 540 5.60
m/z 58.00 17.73%

31.0 | 83.0 0301010
o) Y STOCTH PRV | M. - A M R
miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
e B
570 480 500 520 5.40 5.60
5000 m/z 101.00 17 .55%
20.0 101.0
50 | Al 730 830

o NN MM

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T
59.0 480 500 520 540 560

m/z 41.00 9.24%

5000
41.0 101.0
31.0
0 15.0 11l \‘H 510\\\‘ 690 830
L e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 69.91 ng 5472320 1,4-Dichlorobenzene-d4 6.97
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107627.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 || MggTo 20 6.40 6.60 6.80 7.00
Obrrprrrrprrrr kb e e S e el || M/Z 68.00 39 88%
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
6.40 6.60 6.80 7.00
2.0 510 m/z 133.95 33.86%
0'w'“'v”'l“wvh'M“'w“!W“'w“'w“'w“'w“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.31%
41.0 97.0
53.0
‘ ‘ 70.0 117.0
0 ..luuuuluuuuluuuk‘il‘...i‘..‘..|‘.‘.‘ll‘l..U.‘l‘....‘l..‘ﬁ.luuuluu‘.‘luuul"...luuu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.03%
5000
104.0
ol 140 270 390 510 660 770 590 | ws0 ‘ |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 8
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.91 ng 258948 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1645 (12.013 min): BF107627.D (-1641) (-) m/z 73.00 100.00%
43.0 | 73.0
5000
129.1 213.2
97.0 . N B
J‘[ 157.1 1851 256.3 1160 11.80 12.00 12.20 12.40
/B m/z 60.00 94.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 AR AU
nmnmnmnmnm
1200 2560 m/z 43.00 85.19%
. L 0 B0 s 7o 10 02130 |
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid
73.0
43.0 LN SRR SN B
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 76.44%
RECCRIN(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R
430 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 73.69%
5000
129.0 242.0
97.0 199.0
o |l 52.0171.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.20 ng 327320 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Heptadecene 238 C17H34 006765-39-5 90
3 Cvclotetracosane 336 C24H48 000297-03-0 70
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 60
5 Tetradecane, 1-chloro- 232 C14H29cClI 002425-54-9 58
Abundance Scan 1978 (13.971 min): BF107627.D (-1974) (-) m/z 57.00 100.00%
5%.0
5000 AAH*}\*~A~,M~¢Aawﬁﬂw-~AvA*"N
97.1
NSRRI UL B
155.2 13.60 13.80 14.00 14.20
I J J o 15321801 239227413050 3323791 | A3 00 65.75%
m/z--> 50 1 150 200 250 300 350 400
Abundance #121980: 1-Docosene
5.0 97.0
5000 DU R L SR
Bmmmmmmm
m/z 71.10 51.50%
L0 1810 2230 266.0
m/z--> 55 100 150 200 250 300 350 400
Abundance #81253: 1-Heptadecene
57.0
97.0 NSRRI UL B
13.60 13.80 14.00 14.20
5000 m/z 55.00 49 .91%
27/0
0..‘}.L|1...’J } P‘I4?9I;!.820 II2.3‘8.'(|)....|....|....|. AJJ”A/\»_/\
m/z--> 50 10 150 200 250 300 350 400
Abundance #135652: Cyclotetracosane B B
430 oa0 13.60 13.80 14.00 14.20
‘ m/z 85.10 37.32%
5000
25.0
NN L | |, 167.0 2100 250.0 293.0 336.0
m/z--> 55 160 1éo 260 2%0 300 3éo 460 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.28 2.14 ng 166465 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Hexacosane 366 C26H54 000630-01-3 89
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 81
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 78
Abundance Scan 2030 (14.277 min): BF107627.D (-2028) (-) m/z 57.00 100.00%
57.0
5000
141.1 208.0 02771 . . 14.00 14.20 14.40 14.60
ol 176.1 246.0! 326.9 366.0 401.1 /7 4300 60897
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57.0
5000 L B B UL UL
14.00 14.20 14. 40 14. 60
m/z 71.10 59.17%
0260 | L .| | a0 1830 225.0 267.0 310.0
m/z--> 55 100 1éo 200 2éo 360 3%0 460
Abundance #147090: Hexacosane
57.0
14,00 14.20 14.40 14.60
5000 m/z 85.10 42 .16%
99.0
o280 | | | 1419 1830 2250 267.0 3090 3660
m/z--> 55 160 1éo 200 250 360 3%0 460
Abundance #136481: Tetracosane R B B e
57.0 14.00 14.20 14.40 14.60
m/z 55.00 24 .20%
5000
99
026‘10 ‘ \ , 1410 1830 225.0 267.0 3380
m/z--> 50 100 1éo 200 250 300 350 460 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 7 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .59 3.28 ng 255772 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 l1-lodoundecane 282 C11H23l1 004282-44-4 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tricosane 324 C23H48 000638-67-5 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2083 (14.589 min): BF107627.D (-2080) (-) m/z 57.00 100.00%
57.0
5000
| 991'1 155.2  202.1 240.1 281.1 324.0359.3393.2 440.2 142'0‘ 1440 1460 1480 1500
Ot bl S0 2801 s A m/z 71.10 58.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 AR DAL B B B

14.20 14,40 14.60 14.80 15.00
m/z 43.00 50.97%

99
,|| .llﬂ | }4}0 183.0 225.0 2810 337.0 394.0

O e L s o o o B e e N L e o & B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107007: 1-lodoundecane
57.0
R o e A
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 42 .78%
9.0 1550
0 15.Q | 197.0 282.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane A ERE T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 19.87%
5000
0 | I ’99 OJ 141 0 282 O
— e e e e R o e A
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 8 Nonacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.37 ng 184697 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 93
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
3 1-lodoundecane 282 C11H23lI 004282-44-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 2138 (14.913 min): BF107627.D (-2135) (-) m/z 57.05 100.00%
5%.0
5000
Jg?lﬂhwnulzmmmmmo 401.3438.2 1460 14.80 15,00 1520
o e m/z 43.00 55.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57.0
5000 R AR SR S B

14.60 14.80 15.00 15.20
m/z 71.10 55.02%

99.0
ol Wy 141.0 183.0 225.0 267.0 309.0 351.0  408.0
e o e e e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl-
57.0
e  EaRmEamSTT
14.60 14.80 15.00 15.20
5000 m/z 85.05 42 _.40%
99.0
o Ll | | 197.0 239.0 281.0
B B s B e e A B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107007: 1-lodoundecane e  EaRmEamSTT
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 _40%
5000
9.0 1550
0154 1 ‘ T 197.0 282.0
e R R BEE S
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.91 ng 184161 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 59
Abundance Scan 2151 (14.989 min): BF107627.D (-2149) (-) m/z 69.05 100.00%
69.0
1oLl 159.8 203.2238.1 2931 341.1377.0 4312 14,60 14.80 15.00 15.20 15.40
ol by 11598 $95.22381 2931 3411877.0 4312 | ns5 g1.00  53.22%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0

5000 TT T T [T T I T [T T T T [ TTTT[TT
14. 60 14. 80 15. 00 15. 20 15. 40
m/z 41.00 25.86%
137.0
o . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...

69.0

14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 14 .81%

0 29'41 A

1050, J 191.0 231.0 273.0 3410  410.0
B I a a o A e

m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A ERE T
69.0 14.60 14.80 15.00 15.20 15.40
m/z 121.05 12.20%

5000

it T . T . e
m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 10 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.27 4.35 ng 275329 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 76
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 2199 (15.271 min): BF107627.D (-2195) (-) m/z 57.00 100.00%
57.0
5000
199 ! 15,00 15.20 15.40 15.60
141.1 - - - -
ol Lhd g 391417412070 2620 3041 34613621 4282 | > 705 59.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
5000 LI IS B UL B
15.00 15.20 15.40 15.60
} m/z 43.00 56.42%
o LA L10 1410 1m0 2250 2670 s30 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0
15,00 15.20 15.40 15.60
5000 m/z 85.10 46.00%
99.0
ol \ L1, 1410 1830 230 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #64575: Pentadecane A EEEEE T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.72%
5000
oL, | i 9?0 141.0 212.0
m/z--> 50 100 1&1;0 200 250 300 350 400 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107627.D

Aca On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 11 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.62 ng 229411 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Tricosane 324 C23H48 000638-67-5 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2345 (16.130 min): BF107627.D (-2342) (-) m/z 57.00 100.00%
57.0
5000 J
149.1183.2 15.80 16.00 16.20 16.40
ol ,J J '| Ao 902 2281202  S182 35113851 4283 hy7 71.10 58.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
5000 SR R UM IR LR

15.80 16.00 16.20 16.40
m/z 43.00 46.84%

199.0

0 250 || | | 1410 1830 225.0 267.0 323.0 3800
LA e e e e e B e IR A e B e o e e e o LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #130015: Tricosane

57.0

R R S REEEEmas ey
15.80 16.00 16.20 16.40
5000 m/z 85.10 41 _.46%
9.0 324.0
L LT om0 o oo
...,..:.,..H:,...., A S e

m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane e A REEEEEaS

57.0 15.80 16.00 16.20 16.40

m/z 55.00 18.16%
5000
99.0
0 25J0“ J [ , 1410 183 0 225.0 282.0
L e e e e B B LA L e o e o o e e B B R RmE

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072418\
Data File : BF107627.D

Acq On 24 Jul 2018 18:58

Operator : JU/SJ

Sample : J4119-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 10.9 ng 853037 1 6.97 1565470 20.0
unknown6 .74 6.74 69.9 ng 5472320 1 6.97 1565470 20.0
n-Hexadecanoic acid 12.01 2.9 ng 258948 4 11.50 1780510 20.0
1-Docosene 13.97 4.2 ng 327320 5 14.15 1558490 20.0
Docosane 14.28 2.1 ng 166465 5 14.15 1558490 20.0
Octacosane 14.59 3.3 ng 255772 5 14.15 1558490 20.0
Nonacosane 14.91 2.4 ng 184697 5 14.15 1558490 20.0
Squalene 14.99 2.9 ng 184161 6 15.69 1266820 20.0
Heptacosane 15.27 4.3 ng 275329 6 15.69 1266820 20.0
Tricosane 16.13 3.6 ng 229411 6 15.69 1266820 20.0
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