LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie - (1404-06 AQC12-SS2-3.5-4.0

ALS Vial : 7 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-BF012519.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 2.134 4 8 26 rvB 149119 245195 5.78% 0.693%
2 5.069 503 507 520 rVB 107726 170732 4.02% 0.483%
3 5.475 572 576 598 rBVY 3478925 3519562 82.95% 9.949%
4 6.487 743 748 765 rBVY 3331217 3893792 91.77% 11.007%
5 6.610 765 769 773 rBVY 3958659 3901731 91.96% 11.030%
6 6.834 803 807 815 rBV 855052 779047 18.36% 2.202%
7 6.992 829 834 837 rBVY 3108433 2973479 70.08% 8.406%
8 7.398 898 903 906 rBVY 2276961 2290857 53.99% 6.476%
9 8.116 1021 1025 1036 rBV 998821 981905 23.14% 2.776%
10 9.186 1202 1207 1219 rBV 4147009 4243082 100.00% 11.995%

11 9.580 1270 1274 1280 rBV 346603 320338 7.55% 0.906%
12 9.869 1318 1323 1333 rVB 1227775 1131362 26.66% 3.198%
13 10.663 1454 1458 1474 rBV 2762154 2696330 63.55% 7.622%
14 11.357 1572 1576 1585 rBV 1259325 1159070 27.32% 3.277%
15 11.880 1661 1665 1674 rBV2 167897 236491 5.57% 0.669%

16 12.663 1795 1798 1803 rBV4 55360 72852 1.72% 0.206%
17 12.939 1841 1845 1849 rBV 4069053 3898442 91.88% 11.021%
18 13.827 1993 1996 2000 rBV 202624 208969 4.92% 0.591%
19 14.004 2022 2026 2035 rVB 944102 915102 21.57% 2.587%
20 14.145 2048 2050 2054 rBV 72159 76560 1.80% 0.216%

21 14.451 2099 2102 2106 rVB 132476 122947 2.90% 0.348%
22 14.751 2151 2153 2156 rVB 131713 116275 2.74% 0.329%
23 15.086 2207 2210 2214 rVB 161720 169926 4._00% 0.480%
24 15.474 2270 2276 2283 rBV 553235 914147 21.54% 2.584%
25 15.886 2343 2346 2354 rVB 127769 205425 4._.84% 0.581%

26 16.386 2427 2431 2435 rBV2 67663 130643 3.08% 0.369%

Sum of corrected areas: 35374261
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112461.D
4000000 6,61

5.47
6.49

6.99
3000000

7.40
2000000

1000000 6.83

.13
OA‘...|....|....|....|....,....,5.(.)7...|....,....,....,L....|..
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: BF112461.D

4000000 9|19 12194

3000000 10.66

2000000

9.87 11.36

1000000 8.12

T L F

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: BF112461.D
4000000

3000000

2000000

14.00
1000000

13.83 || 1414 14.45 1475 15.09 15.89 16.39

e —

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.

2.13 6.29 ng 245195 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF112461.D (-4) (-) m/z 73.05 100.00%
7B
5000 43
» 87 RS UL LA I I
] | 7 | 220 2.30 2.40 2.50
| ARSRESENNIMRSUARERARSSSES 3§ SN SRS 1 TIMBMS HE m/z 43.05 38.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 RS UL LA LR I
43 95 2.20 2.30 2.40 2.50
- 87 m/z 55.05 25.07%
0 "'I"”I""I"'hhé?"U!J'??'“"?%'§?H'I"I"J'I"'}P}”'I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B
U UL A SRR I
2.20 2.30 2.40 2.50
5000 m/z 87.10 23.71%
45
29
0 ‘ 3‘9“\ » 67 | 101
I S UL SRR UL SURIL SURRL SULILL SO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R R s e
7B 2.20 2.30 2.40 2.50

m/z 41.10 12_.31%
5000

- 43
2 15 36 || 5359 66 | 88

O R R o AR R RREa B L

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6

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

5.07 4.38 ng 170732 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF112461.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
Obrerrrere e S e S m/z 59.10 59.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN RN LR LR L
480 5.00 5.20 5.40
59 101 m/z 101.00 24.06%
0 o ) | o @y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 14 .79%
29 101
N I Il 73 83
RN A R N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 5.20 5.40
m/z 41.00 10.29%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

Sample = K1404-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 3 unknown6.61 Concentration Rank 1

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

6.61 100.17 ng 3901730 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112461.D (-765) (-) m/z 132.00 100.00%
5000 68
© o |l 7o Tpoms | 3 5k s ko 7o
ol A8 | Meus N~ m/z 68.10 40.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 SRS N SR
6.0 6.40 6.60 6.80 7.00
m/z 134.00 32.88%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.10 27.10%
N PO T IIﬂQ7 ‘ 18 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R A mma
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.29%
117
5000
29 91
7 1 G e | wl
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| L N N —
m/z--> 20 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00

8270-BF012519.M Mon Feb 11 13:43:11 2019

AQC12-SS2-3.5-4.0

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.88 4.08 ng 236491 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1665 (11.880 min): BF112461.D (-1661) (-) m/z 73.00 100.00%
60 78
5000 129
213
14307171185 11.60 11.80 12.00 12.20
o} m/z 43.10 94 _40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
T il K%A«\/\AM\
5000 129 L B BUILN UL B
11. 60 11. 80 12. oo 12 20
m/z 60.00 91.60%
| L|1JJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 7B
1160 10,80 1200 12,20
5000 m/z 41.05 79.81%
29
o251 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 VM¢~Mmﬂﬁ~AAMrJ
Abundance #72648: Tridecanoic acid i L o
60 78 11.60 11.80 12.00 12.20
m/z 55.05 74 .34Y%
43
5000
129
29 ‘ 115 171185 214 JWJWwﬂﬂwmh,wJk\»wwwwwmvwﬂw
0 15\‘\\\\ Mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecafluorononanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 4_.57 ng 208969 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecafluorononanoic acid. he... 702 C26H35F1702 1000356-03-3 90
2 l1l-Heptadecene 238 C17H34 006765-39-5 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Cvclopentadecane 210 C15H30 000295-48-7 83
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 83
Abundance Scan 1996 (13.827 min): BF112461.D (-1993) (-) m/z 57.10 100.00%
g7
RN BRI SO B B
39 182 13.60 13.80 14.00 14.20
ol A d82 228263303 883 /7 43.10  89.82%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242889: Heptadecafluorononanoic acid, heptadecy! ester
57
97 238
5000 LRI BN SULUL I U
13.60 13.80 14.00 14.20
m/z 83.10 75.67%
oL AL 283 331 381419 465
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #92567: 1-Heptadecene
57
97 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 55.10 74.21%
ol 15 }40 187 238 Mwﬁwumv\wwwm~wﬂLWN*“MJWAM””VT
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 650
Abundance #234187: 17-Pentatriacontene R mEEEE RS S
43 13.60 13.80 14.00 14.20
m/z 97.10 68.72%
- I ¢,Nhfvaﬁﬂ~wwﬁk»meﬁruwaﬁkw
25
o - ,....,..i..,l.‘???%?..%‘%??o.?.. e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

Sample = K1404-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number 7 2-methyloctacosane

R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.69 ng 122947 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2102 (14.451 min): BF112461.D (-2099) (-) m/z 57.10 100.00%
57
85
5000
141 14.20 14.40 14.60 14.80
o b, ll “ A 169196 224248 281302327, Sl ns7 43.10 75.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 L SR BRI SUBURA U
14.20 14.40 14.60 14.80
13 m/z 71.10 71.33%
o 29| ‘ ] ﬂ (141 160 197 225 _ 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl-
57
1420 14.40 14.60 14.80
5000 85 m/z 85.10 53.29%
| 113 111
o~ da |y |t
m/z--> 50 100 150 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl- T
57 14.20 14.40 14.60 14.80
m/z 41.10 24 .18%
85
5000
29
113
oL by x\ 141 165 i 224 265 I
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80

8270-BF012519.M Mon Feb 11 13:43:13 2019

AQC12-SS2-3.5-4.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.54 ng 116275 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
Abundance Scan 2153 (14.751 min): BF112461.D (-2151) (-) m/z 57.10 100.00%
57
85
5000

14.40 14.60 14.80 15.00

ﬂ ] 141161183 207 244 268 307 343 401

(I VRPN S (e o e N m/z 71.10 75.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LA L L L L L B

14.40 14.60 14.80 15.00
m/z 43.10 68.95%

113
0 2.|9. J J | Jlélu 169 197 225 253 282
el e o B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
R A BAREE R
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 58.00%
29
oL iyl 13 141 169 197 225 253 338
B e L B i LA B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R BE R RE ST
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .89%
85
5000
29 113
oL | ‘ L1 160 107 225 253 296
B N B T I e e o R A RAREE R
m/z--> 50 100 150 200 250 300 350 400 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.72 ng 169926 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2211 (15.092 min): BF112461.D (-2207) (-) m/z 57.10 100.00%
57
5000 85
127155 107 281 311 343 14.80 15.00 15,20 15.40
- | A bl el ], 7221202 S0 3 SIS STL 489 Twsz 71.10  76.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 LRI UL B UL UL
mmmmmmmm
29 m/z 43.10 57.21%
J 113 141 169 197 268
0 "" "J'*""I""I'%z?' RN WAL L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.10 50.11%
29 113
oL L. | L) 777,241 160 107 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #141432: Pentadecane, 8-hexyl- R e AR
57 14.80 15.00 15.20 15.40
m/z 55.10 23.33%
85
5000
29
113 196
ol T 268 1% 00 a6
m/z--> 55 160 1%0 260 250 360 3%0 460 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

Sample = K1404-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 10 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.89 4.49 ng 205425 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 1-Bromoeicosane 360 C20H41Br 004276-49-7 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 86

Abundance Scan 2347 (15.892 min): BF112461.D (-2343) (-) m/z 57.10 100.00%
57
85
5000
113 TIEE0 1580 1600 1600
B — .J.'.l.', Lo L 28028 O B Tnm/z 71.10 76.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 LI IS BN UL S
15.60 15.80 16.00 16.20
m/z 43.10 68 .59%
29 113
o ‘ ] [ ] | 141169 197 225 253 296
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57
1560 15.80 16.00 16.20
5000 85 m/z 85.10 55.47%
0 29 ] 113¢1f11169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #190626: 1-Bromoeicosane L e e B
57 15.60 15.80 16.00 16.20
m/z 55.10 25.87%
135
5000 85
29 J ﬁ 281
113
ol LA LT 1) 189197 225049 | 305,331 390
m/z--> 50 100 150 200 250 300 3&'30 400 450 15.60 15.80 16.00 16.20

8270-BF012519.M Mon Feb 11 13:43:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112461.D

Aca On : 8 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.39 2.86 ng 130643 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 89
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Hexacosane 366 C26H54 000630-01-3 68
5 Octacosane 394 C28H58 000630-02-4 68

Abundance Scan 2432 (16.392 min): BF112461.D (-2427) (-) m/z 57.10 100.00%

i

5000
99 Trrryrrrr|yrrrr|yrrrr[rr
141,55208 257289 341 16.00 16.20 16.40 16.60 16.80
Oty m/z 71.10 68.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000 TT T T [T T T T[T T T T[T TT T 7T
16. 00 16. 20 16. 40 16 60 16. 80
m/z 43.10 65.68%
oL 2 J?? 141 183 226
R e e o R AR SRS Ea s s S R E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59879: Tetradecane
57
R e EERE RS R a
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 55.14%
o2 % 141 198
IR B o o o e R AN AR S RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A BRI
57 16.00 16.20 16.40 16.60 16.80
m/z 69.10 34 .24%
5000 \WMRJW%W”VNWAA4¢#VMMMAAWN

97
26 ‘ |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16. 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020819\

Data File : BF112461.D

Acq On : 8 Feb 2019 15:58

Operator : JU/SJ

3?22'6 i K1404-06 AOC12-SS2-3.5-4.0
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.13 6.3 ng 245195 1 6.83 779047 20.0
2-Pentanone, 4-hy... 5.07 4.4 ng 170732 1 6.83 779047 20.0
unknown6.61 6.61 100.2 ng 3901730 1 6.83 779047 20.0
n-Hexadecanoic acid 11.88 4.1 ng 236491 4 11.36 1159070 20.0
Heptadecafluorono... 13.83 4.6 ng 208969 5 14.00 915102 20.0
2-methyloctacosane 14 .45 2.7 ng 122947 5 14.00 915102 20.0
Eicosane 14.75 2.5 ng 116275 6 15.47 914147 20.0
Nonadecane 15.09 3.7 ng 169926 6 15.47 914147 20.0
Heneicosane 15.89 4.5 ng 205425 6 15.47 914147 20.0
Hexadecane 16.39 2.9 ng 130643 6 15.47 914147 20.0
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