LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

Misc :

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 2.163 7 13 18 rVB 147395 203337 3.72% 0.412%
2 5.075 505 508 523 rVB 168979 265310 4 .85% 0.537%
3 5.487 573 578 581 rBVY 4616107 4767601 87.18% 9.650%
4 6.492 743 749 752 rBVY 4516000 5066911 92.66% 10.256%
5 6.622 766 771 774 rBVY 5587666 5341196 97.67% 10.811%
6 6.839 805 808 816 rBVY 1263830 1122061 20.52% 2.271%
7 6.998 831 835 839 rBVY 4174380 3978070 72.75% 8.052%
8 7.404 898 904 907 rBVY 2926793 3273813 59.87% 6.627%
9 8.122 1022 1026 1038 rBvV 1600249 1467897 26.84% 2.971%
10 9.198 1203 1209 1212 rBV 5994923 5468444 100.00% 11.069%

11 9.586 1272 1275 1280 rBV 515800 442575 8.09% 0.896%
12 9.880 1320 1325 1329 rBV 1803691 1675511 30.64% 3.391%
13 10.669 1455 1459 1474 rBV 3644841 3866463 70.70% 7.826%
14 11.363 1573 1577 1581 rBV 1814510 1638088 29.96% 3.316%
15 11.886 1663 1666 1674 rBvV2 198836 203891 3.73% 0.413%

16 12.445 1757 1761 1765 rVB3 43326 60574 1.11% 0.123%
17 12.574 1780 1783 1790 rBV 73423 73340 1.34% 0.148%
18 12.827 1817 1826 1836 rBv2 382072 753881 13.79% 1.526%
19 12.945 1841 1846 1849 rBV 4872448 4693776 85.83% 9.501%
20 13.168 1879 1884 1888 rVB2 55933 61075 1.12% 0.124%

21 13.510 1937 1942 1944 rBV2 84151 76280 1.39% 0.154%
22 13.833 1993 1997 2008 rBV 410610 563313 10.30% 1.140%
23 13.998 2022 2025 2029 rBV 1057865 1080612 19.76% 2.187%
24 14.151 2047 2051 2059 rBvV 145046 157458 2.88% 0.319%
25 14.457 2099 2103 2107 rBV 205767 202818 3.71% 0.411%

26 14.762 2150 2155 2160 rBV 238340 266971 4._.88% 0.540%
27 15.092 2207 2211 2218 rVB 284714 327586 5.99% 0.663%
28 15.468 2269 2275 2283 rBV2 1078084 1454903 26.61% 2.945%
29 15.898 2342 2348 2355 rBV 272873 427285 7.81% 0.865%
30 16.398 2427 2433 2444 rVB 161027 308380 5.64% 0.624%

31 16.980 2528 2532 2540 rVB3 58108 115393 2.11% 0.234%

Sum of corrected areas: 49404813
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF112243.D
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Time--> 5.00

Abundance TIC: BF112243.D
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12.50

13.00

Abundance TIC: BF112243.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 11

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

2.16 3.62 ng 203337 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 12 (2.157 min): BF112243.D (-7) (-) m/z 73.05 100.00%
73.0
5000
43.1
55.0 87.1

2.20 2.30 2.40 2.50 2.60

i e el e e | M/Zz 43.10  35.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L L L LB B
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.10 24_36%
29.0
w.nwp.nﬂhhw.”.“.”,d.w.”.“.”,”.w.”.“.”,”.
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 R e RRERRREEEE
2.20 2.30 2.40 2.50 2.60
5000 410 550 m/z 55.05 24 .03%
29.0 H
I 1 A _ 970 1120 1290
.“.”,.”.“.”,”..,.”,”.w..”,”.w.”.,”.w.”.“.”
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- S BARRRAREEEELSELSE S
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12.55%
5000 43.0
58.0
29.0 87.0
IIIII‘I‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 4.73 ng 265310 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF112243.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 I I G
| 83.0 480 5.00 5.20 5.40
S m/z 59.05 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R UL UL R
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 26.07%
"'P"W'?ig”'”ﬂ:'W'“”I'”Z%Q”?%QW"”I;"P"W"”I'”'I”"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 14 .15%
101.0
15.0 58.0
280 "1 690 840 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R REan maa
54.0 480 5.00 5.20 5.40
m/z 41.05 8.52%
5000 41.0
e e T30 1260 1ap0
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\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 95.20 ng 5341200 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF112243.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
0.1 9%.1 J 620 640 'é'sﬁ' P
1 54,0 ) . . ) .
S0 N .2 | m/z 68.10 40.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 DR R U

620 6.40 6.60 6.80 7.00
m/z 134.00 33.92%

31,0 51.0
Ay "'I'!"I""I'|"'I"I'I""I""I""
m/z--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 620 640 660 6.80 7.00
5000 ggo 1160 m/z 66.10 26.07%
N .M‘,n‘..‘ﬁh . pM‘..LL,. Ay 1580 |%8?;0l
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e BEam e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.95%
5000 67.0
41.0 97.0
‘ ‘ 117.0
"“i“' .‘L}.‘Lf.o,‘.“l‘.‘.g‘;ﬁl"?.‘.‘;,....“,..H. I L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF012519.M Mon Jan 28 04:16:59 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 13
R.T. EstConc Area Relative to ISTD R.T.

11.89 2.49 ng 203891 Phenanthrene-d10 11.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid 214 C13H2602 000638-53-9 91

3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76

5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1667 (11.892 min): BF112243.D (-1663) (-) m/z 73.00 100.00%

30 30
5000 129.1
213.2
97.0 S [ SOCUSENEON
| U“ 157.1 1851 256.2 1160 1180 12.00 12.20
..w.”Ju.w m/z 43.05 81.76%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LR UL BRI UL B

11. 60 11. 80 12. OO 12 20

83.0 5
1570 1g50 2130 256.0 m/z 60.00 78.98%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
o R mEmE
11.60 11.80 12.00 12.20
5000 m/z 41.05 59.31%
‘ o0 129.0 1710 214.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B A AR ARA R
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 58.26%
150&
.”,”.w... T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.83 13.95 ng 753881 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2-Bromo-7-(methvlamino)tropone 213 C8H8BrNO 103539-25-9 50
3 2H.8H-Benzoll.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 50
4 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 50
5 1,4-Naphthalenedione, 2-(1-buten... 228 C14H1203 029366-43-6 47
Abundance Scan 1826 (12.827 min): BF112243.D (-1817) (-) m/z 213.10 100.00%
218.1
5000 J\/L
010 119.0 T
390 650 165.1 12.60 12.80 13.00 13.20
e 0 el ot 1981 ] 2o Y05 00 20. 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LI LU SULILN SURIURE SR
12.60 12.80 13.00 13.20
119.0 m/z 214.10 15.79%
65.0 910 . 165.0 ‘
mz-> % 40 6 80 100 130 140 180 180 206 230
Abundance #72101: 2-Bromo-7-(methylamino)tropone
218.0
" 12.60 12.80 13.00 13.20
5000 105.0 m/z 228.10 15.12%
77.0 186.0
51.0 134.0
—T |.3‘.:‘)..0.‘| | ‘“‘. I‘w" i ”\‘” |H" |l‘|| "H'I ..1.5.7'(.).2‘.| .“‘. . ..Hl )
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- T TR e
213.0 12.60 12.80 13.00 13.20
m/z 91.00 11.16%
5000
185.0
28.0 51.0 69.0 92.0 12801570 \ \2%0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.83 10.43 ng 563313 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 1996 (13.827 min): BF112243.D (-1993) (-) m/z 57.05 100.00%
57.0
97.1
5000
RN BN SRR B B
13.60 13.80 14.00 14.20
.0229.2 .
- 193 2810 m/z 43.10 96.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 A RN U R S
13.60 13.80 14.00 14.20
Mltl m/z 55.10 91.72%
ll ‘ ]l . _169 0 2380 2830 434.0
m/z--> 50 150 200 2éo 300 350 400
Abundance #69584: Cyclopentadecane
58.0
" 13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 82.18%
210.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R e e e e A Raa
580 oo, 13.60 13.80 14.00 14.20
' m/z 69.10 76 .60%
h _u‘j\\___m_
190 | ‘J 39? 182.0 224.0 266.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.91 ng 157458 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2051 (14.151 min): BF112243.D (-2047) (-) m/z 57.10 100.00%
57.1
5000
| 91 13:80 14.00 14.20 14.40
411 : : : :
b b e ss2ate0  asso SRR 6 53
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 AU BN SRS B
13.80 14.00 14.20 14.40
99. m/z 71.10 67.79%
27,0{ | J “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
13:80 14.00 14.20 14.40
5000 m/z 85.05 50.63%
99.0
2n0) | | ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R AR
57.0 13.80 14.00 14.20 14.40
m/z 55.05 24_76%
5000
990
27,0, | | | 141.0 1830 2250 267.0 310.0
m/z--> 50 100 1&'30 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.75 ng 202818 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2104 (14.463 min): BF112243.D (-2099) (-) m/z 57.10 100.00%
51.1
5000
0 issa "1420 1440 1460 1480
. 211.2 397.4 : : : :
" y .J-.-||, Loy 22 2612 S04 7 71.10  73.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 H IR B SURIUR B
14.20 14.40 14.60 14.80
99.0 m/z 43.10 66.61%
zr0f | | || | 140 ass0 2250 2620
m/z--> - "éolll ioo 150 ' 266 B 550"' 560"' 5%6 B ﬁoo
Abundance #141426: Heneicosane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.05 63.84Y%
99.0
270 | | | J | 110 1830 2250 2660296.0
m/z--> §0 100 1%0 200 250 360 3%0 400
Abundance #215181: 2-methyloctacosane R AR RS ae
57.0 14.20 14.40 14.60 14.80
m/z 55.10 29.41%
5000
99.0
H‘U”¥@1m02m2mom% 365.0
m/z--> 50 160 1éo 200 250 300 350 400 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 10
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.67 ng 266971 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
Abundance Scan 2155 (14.762 min): BF112243.D (-2150) (-) m/z 57.05 100.00%
57.0
85.1
5000

| 11 41.2 163 2211 9392 14.40 14.60 14.80 15.00
L2 12239.2 2811309.3 3551 m/z 71.10  76.11%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L )
14.40 14.60 14.80 15.00
m/z 43.05 66.85%
29.0 1
O ) l.lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
i i T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
e e
85.0 14.40 14.60 14.80 15.00
5000 m/z 85.10 57 .84%
29.0 13.0
ey || 1410160.0197.02250253.0  296.0
— ..,.... — B B B e e E
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane B ERBAR TR
57.0 14.40 14.60 14.80 15.00
m/z 41.05 24 .01%
85.0
5000

I lf | ﬂ4101690197022502530281030903380

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 4_.50 ng 327586 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2211 (15.092 min): BF112243.D (-2207) (-) m/z 57.10 100.00%
57.1
85.1
5000
R AR S SURIU B
113.1 141 1 183 2 14.80 15.00 15.20 15.40
ol \ ,J | . 2252 2691 3001 3850 nsoT71 05 78.42%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 L B BN SO B
mmmmmmmm
m/z 43.10 69.51%
290\ 113.0
I | [77141.0169.0197.0225.0 268.0
m/z--> 50 160 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 14.80 15.00 15,20 15.40
5000 m/z 85.10 54 _.26%
29.0 113.0
2% 1L L [P %41016001970225 0250 206.0
m/z--> §o 160 150 260 250 300 350
Abundance #175558: Tetracosane R e AL RRERaE
57.0 14.80 15.00 15.20 15.40
m/z 41.05 25.38%
85.0
5000
113.0
kaJLﬂJfMMwMWm5mmmme&%0
m/z--> 5'0 1(')0 150 200 25'30 300 3&1;0 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112243.D

Aca On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample : K1238-41

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

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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.40 4.24 ng 308380 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 2433 (16.398 min): BF112243.D (-2427) (-) m/z 57.05 100.00%
57.0
5000 851 l J\
13.1 RIS IR SN
1411 183 1 16.00 16.20 16.40 16.60 16.80
ol | A l A JO3I2L 25312852 0 3552 m/z 71.10 72.13%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
85.0
5000 U B AN
16. oo 16 20 16 40 16. 60 16. 80
200 m/z 43.05 64.97%
1 | F13014101690197022502530 338.0
m/z--> éo 100 150 200 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
16.00 16.20 16.40 16.60 16.80
5000 85.0 m/z 85.10 51.35%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> éo 160 150 260 2%0 360 350
Abundance #141426: Heneicosane P T T T T T
57.0 16.00 16.20 16.40 16.60 16.80
m/z 41.10 22.09%
85.0
- \WJL\“A,\
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 5'0 100 1éo 2(')0 251;0 3(')0 3&1;0 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\BF012519\
Data File : BF112243.D

Acq On : 25 Jan 2019 20:27

Operator : JU/SJ

Sample - K1238-41

Misc :

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... 2.16 3.6 ng 203337 1 6.84 1122060 20.0
2-Pentanone, 4-hy... 5.07 4.7 ng 265310 1 6.84 1122060 20.0
unknown6 .62 6.62 95.2 ng 5341200 1 6.84 1122060 20.0
n-Hexadecanoic acid 11.89 2.5 ng 203891 4 11.36 1638090 20.0
Phenol, 4,4"-(1-m... 12.83 13.9 ng 753881 5 14.00 1080610 20.0
Heptadecyl heptaf... 13.83 10.4 ng 563313 5 14.00 1080610 20.0
Heptacosane 14.15 2.9 ng 157458 5 14.00 1080610 20.0
Eicosane 14 .46 3.8 ng 202818 5 14.00 1080610 20.0
Hexacosane 14.76 3.7 ng 266971 6 15.46 1454900 20.0
Nonadecane 15.09 4.5 ng 327586 6 15.46 1454900 20.0
Tetracosane 16.40 4.2 ng 308380 6 15.46 1454900 20.0
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