LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 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-BF122419 .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 2.116 3 5 19 rVB 254925 302011 14.01% 1.573%
2 5.057 501 505 518 rBV 226302 294444 13.66% 1.533%
3 5.475 572 576 590 rBY 1648734 1777150 82.44% 9.255%
4 6.487 744 748 767 rBVY 1768902 1801814 83.58% 9.383%
5 6.622 767 771 774 rBV 2274777 1962686 91.04% 10.221%
6 6.845 806 809 818 rBV 509274 407142 18.89% 2.120%
7 7.004 832 836 839 rBVY 1642640 1502784 69.71% 7.826%
8 7.410 901 905 922 rBVY 1077681 1109546 51.47% 5.778%
9 8.134 1025 1028 1035 rBV 477436 441201 20.47% 2.298%
10 9.210 1206 1211 1220 rBvV 2531713 2155818 100.00% 11.227%
11 9.281 1220 1223 1226 rVB 28077 28395 1.32% 0.148%
12 9.604 1273 1278 1285 rBV 98494 111199 5.16% 0.579%
13 9.816 1310 1314 1316 rBV 44837 38626 1.79% 0.201%
14 9.892 1323 1327 1335 rVB 616040 517138 23.99% 2.693%
15 10.316 1396 1399 1402 rVB 70634 52319 2.43% 0.272%
16 10.533 1433 1436 1439 rBvV 30044 31390 1.46% 0.163%

17 10.686 1458 1462 1473 rBV 1348549 1403288 65.09% 7.308%
18 10.792 1477 1480 1485 rVV 89010 109154 5.06% 0.568%
19 11.110 1531 1534 1542 rBV 127554 180997 8.40% 0.943%

20 11.239 1553 1556 1558 rBV 88202 64534 2.99% 0.336%
21 11.269 1558 1561 1568 rVB3 44398 54460 2.53% 0.284%
22 11.386 1578 1581 1585 rBV 485731 460969 21.38% 2.401%
23 11.669 1626 1629 1633 rBV 100061 79258 3.68% 0.413%

24 11.910 1667 1670 1676 rBV3 124107 176909 8.21% 0.921%
25 11.969 1677 1680 1687 rVB2 92649 128922 5.98% 0.671%

26 12.080 1696 1699 1702 rBV 92592 87915 4.08% 0.458%
27 12.469 1762 1765 1768 rBV 98566 92337 4.28% 0.481%
28 12.839 1826 1828 1831 rBV2 78690 78958 3.66% 0.411%

29 12.980 1848 1852 1855 rBV 2199258 1941285 90.05% 10.110%
30 13.874 2001 2004 2009 rVB 210657 228446 10.60% 1.190%

31 14.045 2030 2033 2039 rBV 519659 486407 22.56% 2.533%
32 15.139 2217 2219 2225 rVB 178416 194601 9.03% 1.013%
33 15.533 2281 2286 2292 rVB2 385401 601438 27.90% 3.132%
34 15.962 2356 2359 2364 rVB 121629 166249 7.71% 0.866%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.468 2443 2445 2451 rVB3 77185 105177 4._.88% 0.548%

36 18.580 2802 2804 2807 rBV3 22167 27435 1.27% 0.143%

Sum of corrected areas: 19202402
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\

BF118470.D

3 Jan 2020 21:30

Ju

K6474-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000
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1167 11892.08

12.47 128

oS

0
Time-->

11.00

T
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0
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

2.12 14.84 ng 302011 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 10
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 6 (2.122 min): BF118470.D (-3) (-) m/z 73.10 100.00%
73
5000
87
e 1220 230 240 250
39 . . . .
50 | 59 7 83
0..,....,....,....,....,....,....,...-!,.'.I:,'....,....!...:,....,....,(?..,....,....,....,....,... m/z 87.00 32.15%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- /\
73
5000 HRNURRSE U U U
43 2.20 2.30 2.40 2.50
55 87 m/z 43.10 17.98%
0 29 33 39 | 46 50 | 59 69| 80
miz-> 8 1015 20 25 30 35 40 45 50 85 6 65 70 75 80 85 90 65
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
2.20 2.30 2.40 2.50
5000 43 m/z 55.05 17.23%
58 a7
0 ‘\2‘9\ N 6 55‘ ‘
LR AL SAAAA MRS LA SARL) SRS AL REAR) LAMAS SELAS RARKA MU SARAL AAARE AR BERS) MAMM) SRk MO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl- e
30 2.20 2.30 2.40 2.50
m/z 41.10 6.31%
5000 43 87 /\&«~\“
15 72
o 18 27 39 /|46 5154 59 68 |
s T T R i B T o e 220 230 240 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 14.46 ng 294444 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (5.057 min): BF118470.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
83
Obr ol 3L 89 e+ m/z 59.00 61.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R R R I
4.80 5.00 5.20 5.40
59 m/z 101.00 26.53%
0 21 37| 53 || 67 778 o ‘I
miz--> A A N N R
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.00 14.97%
28
70 84
I SR | ] :..,.5?‘!:‘i....l.‘..7.8,.‘l..,.?‘L?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R L i A
43 4.80 5.00 5.20 5.40
m/z 41.00 9.28%
5000
101
15 58
0 \ 28 7|l 51 | 69 84 i
miz--> % % 4 8 60 70 8 90 160 110 430 500 520 840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 96.41 ng 1962690 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF118470.D (-767) (-) m/z 132.00 100.00%
5000 68 {
40 % 620 640 6.60 6.80 7.00
54 . . . : .
o [ | Aeus | m/z 68.05 36.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRR SR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.52%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.95%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine T BRaar e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.04%
5000
104
51 65 78
0:|||%|9||“l‘||‘l“|||m|||9‘:|I-|||‘||1£L7|||‘||||||||||||||||
m/z--> 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\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.02 ng 52319 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1400 (10.322 min): BF118470.D (-1396) (-) m/z 57.10 100.00%
57
85
5000 4
13 14 205 10.00 10.20 10.40 10.60
0‘ :|| ||||||||||||||||||I| mﬁkﬂmﬁmmw m/Z 71.05 75-40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
g7
85
5000 AL AL
4 10.00 10.20 10.40 10.60
m/z 43.00 74.13%
o Lo 4 LY 141 160 19751, 240
m/z--> 20 4b 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane

10.00 10.20 10.40 10.60
m/z 85.05  58.45%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425:; Heneicosane
57 10.00 10.20 10.40 10.60
m/z 41.05 37 .95%
5000 4 35

15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296

oL N N Y - L OB L .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.79 4.74 ng 109154 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1480 (10.792 min): BF118470.D (-1477) (-) m/z 57.10 100.00%

g7
43 71

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.05 72.33%

99
113 127141

164177189 203

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane

43 97 71

10.40 10.60 10.80 11.00 11.20
m/z 71.10 71.76%

5000

113
127 141 155 169 183 197 211 226

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
57
43
71 R BN I o s o
10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 55.99%
29
‘ | % 113127141 155 198
0 ...,.‘a..‘,‘a...,..“l.,‘l...‘,..l‘.,.“...i....,.1§9.18.2... AT R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane B B me
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.05 41 _.93%
71
5000 85
29 9
0 | ) 8127141155 169182 106210 240
N B o B o o o R R EALAE EEEE SRS R S R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Methacrylic acid, tridecyl ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.11 7.85 ng 180997 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 91
2 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 87
4 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 87
5 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 52
Abundance Scan 1534 (11.110 min): BF118470.D (-1531) (-) m/z 69.10 100.00%
41
87
5000 55
oo 10180 1100 1120 1140
127 168 233 : : .
ol e sl m/z 41.10  79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117479: Methacrylic acid, tridecyl ester
69 87
5000 41 55 10.80 11.00 11.20 11.40
1H125 m/z 87.00 69.67%
ol 27 | 141 169182196000 225 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105674: n-Dodecyl methacrylate
4 69
87 UM AR AR BAREE
10.80 11.00 11.20 11.40
5000 55 m/z 55.00 41.17%
5 111
obr ‘\ il 125140 168181195 211
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione I E  EREEEEEaES A
69 10.80 11.00 11.20 11.40
0
45 028 m/z 43.05 40.89%
117
5000
158 194
H ‘ 136
Ok ”...”l.nﬂﬂ.” - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.80 ng 64534 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 1556 (11.239 min): BF118470.D (-1553) (-) m/z 57.10 100.00%
57
5000 85
13 141 " 11/00 11,20 11.40 11.60
ol h 1 o182 25293 0 "w/z 43.10 73.64%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L B BULLIL UL B
nmumnmnm
m/z 71.10 66.26%
oL LU h g TP 100 10 o5 29
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
" 11/00 11,20 11.40 11.60
5000 g5 m/z 85.10 49 .61%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #94345: Heptadecane LA L L L L B
57 11.00 11.20 11.40 11.60
m/z 41.10 39.70%
5000 85
29
. L 141 169 196 240
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 ' 11'00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 9 Dodecane, l1l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.27 2.36 ng 54460 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 59
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 58
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 50
4 Nonacosane 408 C29H60 000630-03-5 43
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 43

Abundance Scan 1561 (11.269 min): BF118470.D (-1558) (-) m/z 71.10 100.00%

57 7

5000 43
113127 19
146 164178 229243 11.00 11.20 11.40 11.60
0 m/z 57.10 90.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo-
57

71

11,00 11.20 1140 11.60
m/z 85.00 60.42%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
71 e B e o
43 11.00 11.20 11.40 11.60
5000 m/z 43.00 48 .85%
85
29
99 113127
o | w‘ “ LT 141155169183197211225239253267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48836: Nonane, 5-butyl- R EEEEE S
43 57 711 11.00 11.20 11.40 11.60
m/z 55.00 44 .22%
85
5000
126
29
0 \‘ 1l ‘ lp g 112 | 140154 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60

8270-BF122419.M Mon Jan 06 16:18:57 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.67 3.44 ng 79258 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1629 (11.669 min): BF118470.D (-1626) (-) m/z 57.05 100.00%
57
85
5000

e & o e o S
J i Il113 141161 183 213235 263 11.40 11.60 11.80 12.00

0—+t : P m/z 71.10 79.68%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
11.40 11.60 11.80 12.00
- m/z 43.10 73.12%
oL T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
R N RAREEEE R R R
11.40 11.60 11.80 12.00
5000 85 m/z 85.10 55.82%
29
L o o e N B B B e e L e o o o i o e S
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- R B R S
57 11.40 11.60 11.80 12.00
m/z 41.10 39.54%
5000 85
29 155
0 \J l L ‘ 1:}3 L ‘ I 183
it e R N RAREEEE R R R
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12. 00

8270-BF122419.M Mon Jan 06 16:18:58 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.91 7.68 ng 176909 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 42
Abundance Scan 1670 (11.910 min): BF118470.D (-1667) (-) m/z 73.00 100.00%
43
5000
4167171155160 1160 1180 1200 1220
(o} m/z 43.05 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 73
-
5000 29 256 UL BRI SULRLILN UL B
11. 60 11. 80 12. oo 12.20
213 m/z 41.10 80.69%
h I! 143157171185,
0||| ||||' II|
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid
60
4 11'60 11.80 12.00 12.20
5000 m/z 60.00 77 .63%
129
2
T LYl S
o Y et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50052: Undecanoic acid R B e R Lo
41 60 11.60 11.80 12.00 12.20
m/z 55.10 68.44%
5000
2 129143
‘ " 101115 ‘ ‘ 157 186
ol “‘H.”“.”,””,”..”.wm...”..”..”.“”.“ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 12.00 12.20

8270-BF122419.M Mon Jan 06 16:18:58 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 1-Pentadecanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.97 5.59 ng 128922 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 66
2 Cvclopentane. 1-butvl-2-propvl- 168 C12H24 062199-50-2 50
3 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 45
4 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 43
5 Cyclotridecane 182 C13H26 000295-02-3 42
Abundance Scan 1680 (11.969 min): BF118470.D (-1677) (-) m/z 69.10 100.00%

5000

179194509 229244258 276 11.60 11.80 12.00 12.20
m/z 41.10 93.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97496: 1-Pentadecanethiol
69 83

97

5000

ll.l60 ll.l80 12.IOO 12.20
m/z 87.00 64.46%

5 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36850: Cyclopentane, 1-butyl-2-propyl-
69
55 11.60 11.80 12.00 12.20

5000 m/z 55.10 64 .25%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117479: Methacrylic acid, tridecyl ester L B o
69 87 11.60 11.80 12.00 12.20
m/z 43.10 62.01%
5000 41 55

111

125 182
27 139154168 209 225 250 268
o R

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.08 3.81 ng 87915 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hexadecane 226 C16H34 000544-76-3 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 1699 (12.080 min): BF118470.D (-1696) (-) m/z 57.10 100.00%
57
71
43

5000

99 e

(o} m/z 71.05 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57
43
71 85
5000 LA L L L L L LB
11. 80 12. OO 12. 20 12. 40
29 99 m/z 43.10 73.72%
ol1s || g | MP127141155160183107 212
R B L L B e AL aaansnaanaes oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 97 71
AR EREEE RS
11.80 12.00 12.20 12.40
5000 85 m/z 85.05 58.27%
99
29 113
015 L ||| 12ne1ss160183107211 226
R B B B AL S REaEs ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane O BRREE S
57 11.80 12.00 12.20 12.40
43 71 m/z 41.10 43 .55%
5000 85
29 99
o ‘ Lo 1}3127141155169183197211225239 268
.”,”.w.”.P.”,”.W.H.P.”,”.W.H.P.“ R RRREE S L B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12. 20 12. 40

8270-BF122419.M Mon Jan 06 16:19:00 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 14 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.47 4.01 ng 92337 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1765 (12.469 min): BF118470.D (-1762) (-) m/z 57.10 100.00%
57
5000 4
15517188203 226 274 12.20 12.40 12.60 12.80
0 S e il2 202030 w/z 43.10  77.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83027: Hexadecane
57
4
5000 L UL UL UL UL
nmnmnmnm
m/z 71.10 73.34%
olL14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48834: Tridecane
57
12.20 12.40 12,60 12.80
5000 a1 85 m/z 85.05 62.04%
. 2 |l | 112127 155 184
mz-> 20 40 60 80 100 150 140 150 130 200 230 240 280 280 300
Abundance #117640: Tridecane, 7-hexyl- AR EEEEEEEEE
57 12.20 12.40 12.60 12.80
29 m/z 41.10 44 .93%
5000 85
182
0 A i 1}3 , 141156 197212 238 266
IIII'"'I""I""I""I""I""I""IIIII S B DA B B TTTyTTTT T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280

8270-BF122419.M Mon Jan 06 16:19:01 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 15 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.84 3.25 ng 78958 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 78
3 Pentadecane 212 C15H32 000629-62-9 70
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 55
5 Eicosane 282 C20H42 000112-95-8 55
Abundance Scan 1828 (12.839 min): BF118470.D (-1826) (-) m/z 57.10 100.00%
57
5000 85 202
4
113 L olan 1200 1200 |
141 162 182 226 261277 12.60 12.80 13.00 13.20
0 ...,....,".‘..J ,“.'!ll.,l!:". ||I. e ",'.I..',‘...."I'...'.,...??.%..‘,".‘.'.'.',...:.3?.1. m/z 71.10 68.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57

5000

12:60 12.80 13.00 13.20
m/z 43.10 63.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane
57
R N RARE R RS e
12.60 12.80 13.00 13.20
5000 4 85 m/z 85.10 47 .95%
113 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane b RRREE EE s
57 12.60 12.80 13.00 13.20
m/z 202.05 45 _.52%
5000 85
4
..qunp.upnq.”w”.qunpu..”.”..””..”.”q.”w”.q” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 16 1-Tricosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.87 9.39ng 228446  Chrysene-di2 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosere 322 C23H46 018835-32-0 94

2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Cvclotetracosane 336 C24H48 000297-03-0 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 2003 (13.868 min): BF118470.D (-2001) (-) m/z 43.10 100.00%
43
83
5000
140 13.60 13.80 14.00 14.20
171191 217 248 295 319 355375
o 2R m/z 57.10 96.92%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57 83
5000 LA L L L L L LB
111 13 60 13. 80 14. OO 14 20
29 m/z 55.10 74 .53%
oLl .l 119 169 196 204 252 294 322
L . T T e
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83 AR EEEEEEEEE
13.60 13.80 14.00 14.20
5000 m/z 83.10 73.66%
111
29
A J‘ | 1230 190 101210 %0 a6cms
- I T T T T T I T T T T T T T T I T T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane i B
55 83 13.60 13.80 14.00 14.20
m/z 71.10 62.96%
5000 111 336
29
139
| I | ‘{ \ | 167 195 222 251 279 308 |
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20

8270-BF122419.M Mon Jan 06 16:19:02 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 17 2-methylhexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.14 6.47 ng 194601 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvlhexacosane 380 C27H56 1000376-72-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2219 (15.139 min): BF118470.D (-2217) (-) m/z 57.10 100.00%

7

85
5000

14.80 15.00 15.20 15.40

141163 187207 239261 292314337 372 401

(0} m/z 43.10 77.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 e
14. 80 15. OO 15.20 15.40
29 m/z 71.10 74 _97%
| (113 141 169 197 240
O L e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
R R REE
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 63.05%
29 113
141
0 ..J.‘. T J.‘. .”, e, :‘,‘.16:9. %9,7.2.2.5.2,5:?.. T ..:.33.8,. T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane R A REER R
57 14.80 15.00 15.20 15.40
m/z 41.10 30.26%
5000 85
29 113
oL L [ | 141 169 197 205 253 281 309 337 365 394
....,.... ....,....,.. — T T T R R REE
m/z--> 50 100 150 200 250 300 350 400 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 18 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.53 ng 166249 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 2-methylhexacosane 380 C27H56 1000376-72-7 90
Abundance Scan 2359 (15.962 min): BF118470.D (-2356) (-) m/z 57.10 100.00%
57
85
5000
141 168 207 236 266288313 352 15.60 15.80 16.00 16.20
0...|, lJl 'lJ L e e+ m/z 71.10 67.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
7
5000 85 L D UL B SRR
15 60 15. 80 16. oo 16.20
113 m/z 85.10 55.15%
N RN Vet 211 239 267 295 323 352
m/z--> éo 160 1éo 200 2éo 360 3éo 460
Abundance #129491: Eicosane
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.10 52.29%
29
o A g g t13,141 169 197 225 53 282
m/z--> éo 160 1%0 260 2éo 300 3éo 460
Abundance #232379: Tetracosane, 11-decyl- R AR EEEEE T
57 15.60 15.80 16.00 16.20
m/z 55.05 24 .69%
5000 85
|| MR 141 160 337
oL 3@ A L Iy i 109 197 225 253 295 957 364 393 420 N —
m/z--> 50 100 150 200 250 300 350 400 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118470.D

Aca On : 3 Jan 2020 21:30

Operator :© JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 19 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.50 ng 105177 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentadecane 212 C15H32 000629-62-9 89
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2445 (16.468 min): BF118470.D (-2443) (-) m/z 57.10 100.00%
57
85
5000
46156 191 22304263 905317 343 380 16.20 16.40 16.60 16.80
o m/z 71.10 75.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane
57
5000 85 LR SR BULLLE UL B
16.20 16.40 16.60 16.80
m/z 85.10 66.08%
. ?ﬁ i ]113 141 169 107 225 253 296
m/z--> éo 100 150 260 250 360 350 '
Abundance #202661: Heptacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 50.14%
29 113 141
o L) 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #129490: Eicosane R EEEEE RS
57 16.20 16.40 16.60 16.80
m/z 83.10 25.93%
85
5000
29 113 141
o....,].J..i.J,.n |T K00 107 225 283 282
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010320\
Data File : BF118470.D

Acq On : 3 Jan 2020 21:30

Operator : JU

Sample : K6474-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 2.12 14.8 ng 302011 1 6.85 407142 20.0
2-Pentanone, 4-hy... 5.06 14.5 ng 294444 1 6.85 407142 20.0
unknown6.62 6.62 96.4 ng 1962690 1 6.85 407142 20.0
Heptadecane 10.32 2.0 ng 52319 3 9.89 517138 20.0
Hexadecane 10.79 4.7 ng 109154 4 11.39 460969 20.0
Methacrylic acid,... 11.11 7.8 ng 180997 4 11.39 460969 20.0
Octadecane 11.24 2.8 ng 64534 4 11.39 460969 20.0
Dodecane, 1l-iodo- 11.27 2.4 ng 54460 4 11.39 460969 20.0
Octacosane 11.67 3.4 ng 79258 4 11.39 460969 20.0
n-Hexadecanoic acid 11.91 7.7 ng 176909 4 11.39 460969 20.0
1-Pentadecanethiol 11.97 5.6 ng 128922 4 11.39 460969 20.0
Pentadecane 12.08 3.8 ng 87915 4 11.39 460969 20.0
Tridecane 12.47 4.0 ng 92337 4 11.39 460969 20.0
Tetradecane 12.84 3.3 ng 78958 5 14.04 486407 20.0
1-Tricosene 13.87 9.4 ng 228446 5 14.04 486407 20.0
2-methylhexacosane 15.14 6.5 ng 194601 6 15.54 601438 20.0
Pentacosane 15.96 5.5 ng 166249 6 15.54 601438 20.0
Heneicosane 16 .47 3.5 ng 105177 6 15.54 601438 20.0
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