LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 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-BF102318.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 2.316 31 39 46 rVB 436580 608053 17.28% 2.189%
2 3.599 255 257 267 rBV 56979 90916 2.58% 0.327%
3 5.210 528 531 543 rVB 96792 137370 3.90% 0.495%
4 5.587 590 595 598 rBY 2680329 2779726 79.01% 10.007%
5 6.587 758 765 769 rBVY 2610438 3049660 86.68% 10.979%
6 6.728 784 789 792 rBVY 2961462 2997568 85.20% 10.791%
7 6.951 824 827 831 rBV 595111 564116 16.03% 2.031%
8 7.110 850 854 858 rBVY 2455546 2297447 65.30% 8.271%
9 7.522 918 924 927 rBVY 1774402 1888199 53.67% 6.798%
10 8.240 1041 1046 1055 rBV 733272 736265 20.93% 2.651%

11 9.316 1222 1229 1232 rBV 3386746 3518285 100.00% 12.666%
12 9.704 1290 1295 1305 rVB 407650 396476 11.27% 1.427%
13 9.998 1340 1345 1353 rBvV 931767 845802 24.04% 3.045%
14 10.792 1475 1480 1483 rBV 2118758 2032599 57.77% 7.317%
15 11.486 1594 1598 1606 rBV 857550 794328 22.58% 2.860%

16 11.992 1681 1684 1689 rBV 52884 52663 1.50% 0.190%
17 13.074 1863 1868 1871 rBV 2707971 2547883 72.42% 9.173%
18 13.945 2012 2016 2030 rBV 167575 220774 6.28% 0.795%
19 14.133 2044 2048 2053 rBV 537824 489053 13.90% 1.761%
20 14.263 2066 2070 2075 rBV 72166 69420 1.97% 0.250%

21 14.569 2118 2122 2130 rBV2 109967 150012 4._.26% 0.540%
22 14.886 2171 2176 2180 rBV 116664 121343 3.45% 0.437%
23 15.239 2231 2236 2239 rBV 146025 158696 4_.51% 0.571%
24 15.657 2299 2307 2316 rVB2 393966 655935 18.64% 2.361%
25 16.092 2373 2381 2386 rBV 116639 182594 5.19% 0.657%

26 16.163 2388 2393 2399 rVB6 19363 43158 1.23% 0.155%

27 16.627 2466 2472 2478 rBV 56273 99507 2.83% 0.358%

28 17.245 2573 2577 2586 rVB2 27238 56410 1.60% 0.203%

29 17.357 2590 2596 2605 rBV5 68033 141733 4_.03% 0.510%

30 17.804 2666 2672 2681 rBV10 18618 51366 1.46% 0.185%
Sum of corrected areas: 27777357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110370.D

3000000 6.73
5.59 6.59

2500000 711

2000000
7.52

1500000

1000000
6.95

500000{ 2.32

5.21
) s | L

T T
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: BF110370.D

3000000
13.07

2500000

10.79
2000000

1500000
1000000 10.00 11.49
500000 9.70

L ﬂ - 11,99 J

o — e e e e e e e

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: BF110370.D

3000000
2500000
2000000
1500000

1000000

14.13

500000 15.66

13.95 1457 14.89 15.24
0 IL‘A}“,LZG N S

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

16096  16.63 173536 1780
I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.32 21.56 ng 608053 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 mm) BF110370.D (-31) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

220 240 260
Obr-prrrrrrbl b e e e e m/z 43.00  38.54Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T T 1 T T LA |
43.0 220 240 260
550 87.0 m/z 55.00 28.22%
29.0
0 Ll NN L],
R AR o o e e e e s e ERREEEEEEE e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 B o e —
220 2.40 260
5000 410 55.0 m/z 87.10 26.27%
29.0
T ‘ Ir ‘ 97.0 112.0  129.0
0.,....,....,:...,.‘..;,...i.l..,...l,....,....,....,....,....
m/z--> 20 40 50 60 70 8 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- —

73.0 2 20 2. 40 2. 60
m/z 41.05 12 .65%

5000
45.0
200 || 590 . 880
T
220 240  2.60

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 (S)-(+)-1,2-Propanediol Concentration Rank 11

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

3.60 3.22 ng 90916 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 74
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
3 2-Butanol 74 C4H100 000078-92-2 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 257 (3.599 min): BF110370.D (-255) (-) m/z 45.00 100.00%
44.0
5000
0] 610 350 540 360 380 400
Obrprrrprrerrrrrrrereprrrepe e o e e m/z 43.00 19.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000

3.20 3.40 3.60 3.80 4.00
m/z 61.00 6.23%

31.0

0 14.019.0 26.077° 39.0 |, 55.0 61.0 75.0
T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
T
3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 5.89%
9.0 29.
14‘01\ [, 390 | 550610 76.0
A B s RRR RN B B L L e SARAY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #831: 2-Butanol
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.29%
5000
27.0 59.0
180 lpo |, | 73.0
O e e e T P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 320 3.40 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.21 4.87 ng 137370 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 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 531 (5.210 min): BF110370.D (-528) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 | 480 5.00 520 5.40 5.60
oSSV 1 FOMBMSSMSOY | RS kSRS NS m/z 59.00 59.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI UL AR R
59.0 480 500 520 540 5.60
m/z 101.00 19.05%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.19%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A RREEE B S S
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.54%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ . “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 106.28 ng 2997570 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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 789 (6.728 min): BF110370.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR SRS SRR
400 540 | 6.40 6.60 6.80 7.00
o....,...:l'!...,:!..,::.'.l,..7.5?,0....,..!.,?1??.?....,....,-'...,.. m/z 68.10 41.73%
m/z--> 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 R
5000 SRS SRS SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.82%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
EAm s e R
6.40 6.60 6.80 7.00
5000 m/z 66.00 27.21%
63.0 81.0
310 5.0 | | 9201010 112.0 |
0....|....|....|...‘.|l..k|....|l...|....|..£.|.‘...|....| EEE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal  EAm A e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.92%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 30 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\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 9.03 ng 220774 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 93

2 Nonadecvl pentafluoropropionate
3 Docosvl pentafluoropropionate

4 Octadecvyl trifluoroacetate

5 Heneicosyl heptafluorobutyrate

430 C22H39F502
472 C25H45F502
366 C20H37F302
508 C25H43F702

1000351-88-8 91
1000351-80-9 91
079392-43-1 91
1000351-83-8 91

Abundance Scan 2017 (13.951 min): BF110370.D (-2012) (-) m/z 57.05 100.00%
57.0
L 13.60 13.80 14.00 14.20
39.1 207.0 - : : =
0 ”..,....,.} P m/z 43.05 73.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
(=
590 970
5000 LA L L L L L L B
13.60 13.80 14.00 14.20
m/z 55.00 59.39%
o 19.0 | 39? 1820 224.0 266.0
iy ..,”.. T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
L et
13.60 13.80 14.00 14.20
5000 m/z 71.05 51.56%
9
oL J\ 18202220 266.0 311.0 412.0
i T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate i L e o it o
57.0 13.60 13.80 14.00 14.20
m/z 83.05 50.57%
97.0
5000
{ 39.0 308.0
ol b}, 1810 2240 2640 308.0 3530 454.0
”..,....,.. — T e
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .26 2.84 ng 69420 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2070 (14.263 min): BF110370.D (-2066) (-) m/z 57.05 100.00%
57.0
5000
99.1 HA N NN SN S
T REEE! 281.0 14.00 14.20 14.40 14.60
oty m/z 43.05 65.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B B B L
mmmmmmmm
99.0 m/z 71.05 59.36%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
' 14.00 14.20 14.40 14.60
5000 m/z 85.10 48.11%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0 14.00 14.20 14.40 14.60
m/z 41.00 27 .03%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 ' 14}00 14 20 14.40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 6.13 ng 150012 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2122 (14.569 min): BF110370.D (-2118) (-) m/z 57.05 100.00%
57.0
5000 85.1
141.0 14.20 14.40 14.60 14.80
o...'],--"ll'-'. 692 2090 m/z 71.05 64.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 U TR DI DU SUNEE
mmmmmmmm
m/z 43.05 63.78%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 49 .59%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance #94345: Heptadecane L LN L L L N BN B
57.0 14.20 14.40 14.60 14.80
m/z 55.00 26.26%
5000 85.0
29.0
. VLl M3091410169.0107.0 2400
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 9 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.96 ng 121343 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2177 (14.892 min): BF110370.D (-2171) (-) m/z 57.10 100.00%
57.1
5000
99.1 14,60 14.80 15.00 15.20
411 207.0 : : : :
o...~.|,-.1.~.l|‘l T RN S~ N— m/z 43.05 62.04%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B B BRI U

14.60 14.80 15.00 15.20
m/z 71.05 59.24%

99.0
27r0| ] J |y 1410 1830 225.0 281.0 337.0 394.0

ol b b i d g N IE I
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R Ak BRamce ety S
14.60 14.80 15.00 15.20
5000 m/z 85.10 49.06%
99.0
2nof | | | J L 1410 1830 2250 26602960
A i —
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- S EEEamnTe ot s et
57.0 14.60 14.80 15.00 15.20
m/z 41.00 22.04%
5000
99.0
0 HJJJJPWJmO 23309600 308.0 352.0
o e R e R R R B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 10 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.84 ng 158696 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2236 (15.239 min): BF110370.D (-2231) (-) m/z 57.10 100.00%
57.1
5000
sad " 15,00 15.20 15.40 15.60
141.1 : : : :
ol .J, Iy 28 gms2 202 U 05 63, 41%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 R SR SUL ISR B
15.00 15.20 15.40 15.60
99.0 m/z 43.05 63.34%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
" 15,00 15.20 15.40 15.60
5000 m/z 85.05 47 .42%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane B EAE R e s
57.0 15.00 15.20 15.40 15.60
m/z 55.00 25.02%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.09 5.57 ng 182594 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2381 (16.092 min): BF110370.D (-2373) (-) m/z 57.05 100.00%
57.0
| Fimn 1530 1600 160 16,40
11831
oA e eer e Y 05 60.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LR U BRI SUCRIRN B
15. 80 16. 00 16. 20 16. 40
99.0 m/z 43.05 59.49Y%
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 #209566: Octacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 48 .27%
99.0
oL ] I Iy, 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 300 350 460 '
Abundance #141426: Heneicosane B R RS AT S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.33%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 12 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.03 ng 99507 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2472 (16.627 min): BF110370.D (-2466) (-) m/z 57.05 100.00%
5%.0
5000 /\/\ML
N 640 16/60 1680 1700
191.0 : . . .
- ,I-- l| by oy 280 m/z 71.10 62.44%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LR UL SULELL S U
16 40 16. 60 16. 80 17. 00
99.0 m/z 43.05 60.93%
oL 2o L) 1| | }410 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 250 360 3éo '
Abundance #185533: Pentacosane
57.0
"' 16.40 16.60 16.80 17.00
5000 m/z 85.05 47 .18%
o270l | l 1\ 1410 1830 2250 267.0 309.0 352.0
m/z--> 55 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane R R BE R R B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.61%
o W
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110370.D

Aca On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.36 4.32 ng 141733 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 78
2 Aromandendrene 204 C15H24 000489-39-4 64
3 Guaia-3.9-diene 204 C15H24 000489-83-8 62
4 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 55
5 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 53
Abundance Scan 2597 (17.362 min): BF110370 D (-2590) (-) m/z 204.20 100.00%
04.2
69.0 135.1
43, 107.0
5000
161.1 2693 301.3
17.00 17.20 17.40 17.60
01 m/z 135.05 79.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
1. 133.0
5000 161.0
17.00 17.20 17.40 17.60
l m/z 69.00 76.54%
O D U A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64285: Aromandendrene
41.0 161.0
00 %30 2040 1700 1720 1740 1760
5000 m/z 121.00 73.87%
of ”..”.WL..”..”..”..”..”.w””,unp
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64297: Guaia-3,9-diene
105.0 135.0 161.0 204.0 17.00 17.20 17.40 17.60
' m/z 55.05 64 .54%
5000
01 R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1700 17. 20 1740 17|60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110118\
Data File : BF110370.D

Acq On : 1 Nov 2018 15:55

Operator : JU/SJ

Sample : J5741-55

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.32 21.6 ng 608053 1 6.96 564116 20.0
S)-(+)-1,2-Propa... 3.60 3.2 ng 90916 1 6.96 564116 20.0
2-Pentanone, 4-hy... 5.21 4.9 ng 137370 1 6.96 564116 20.0
unknown6.73 6.73 106.3 ng 2997570 1 6.96 564116 20.0
1-Heneicosanol 13.95 9.0 ng 220774 5 14.13 489053 20.0
Heneicosane 14.26 2.8 ng 69420 5 14.13 489053 20.0
Heptadecane 14 .57 6.1 ng 150012 5 14.13 489053 20.0
Octacosane 14.89 5.0 ng 121343 5 14.13 489053 20.0
Hexacosane 15.24 4.8 ng 158696 6 15.66 655935 20.0
Hentriacontane 16.09 5.6 ng 182594 6 15.66 655935 20.0
Pentacosane 16.63 3.0 ng 99507 6 15.66 655935 20.0
1,1,4a-Trimethyl-__.. 17.36 4.3 ng 141733 6 15.66 655935 20.0
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