LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 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-BF073018.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.190 482 485 500 rvB 216474 270272 4.74% 0.643%
2 5.601 551 555 580 rBY 1104008 1991350 34.92% 4.738%
3 6.607 722 726 744 rBV 512492 1354249 23.75% 3.222%
4 6.737 744 748 783 rVV 3254962 4559722 79.95% 10.849%
5 6.960 783 786 808 rvVv 590453 1169723 20.51% 2.783%
6 7.119 808 813 841 rVV 3210037 4000620 70.15% 9.519%
7 7.531 879 883 904 rBVY 1983860 3225076 56.55% 7.674%
8 7.678 905 908 921 rVB 132210 185623 3.25% 0.442%
9 8.242 1000 1004 1041 rBV 985750 1500210 26.31% 3.570%
10 9.319 1182 1187 1214 rBV 4218436 5703013 100.00% 13.570%

11 9.707 1249 1253 1264 rBV 150056 191363 3.36% 0.455%
12 10.001 1295 1303 1316 rBV 1364022 1535229 26.92% 3.653%
13 10.801 1434 1439 1451 rBV 2536202 3385741 59.37% 8.056%
14 11.501 1554 1558 1574 rBV 970092 1461855 25.63% 3.478%
15 12.001 1640 1643 1648 rBV 142183 176574 3.10% 0.420%

16 12.554 1734 1737 1743 rVB 84108 76355 1.34% 0.182%
17 12.930 1798 1801 1803 rBV 151601 125267 2.20% 0.298%
18 12.954 1803 1805 1811 rVB 156144 129521 2.27% 0.308%
19 13.083 1822 1827 1844 rBV 3807400 4569642 80.13% 10.873%
20 13.283 1858 1861 1865 rVB 210460 190555 3.34% 0.453%

21 13.542 1901 1905 1910 rBV5 53693 91309 1.60% 0.217%
22 13.630 1916 1920 1922 rBV 361146 330847 5.80% 0.787%
23 13.960 1972 1976 1984 rVB 476292 469978 8.24% 1.118%
24 14.154 2005 2009 2020 rBV 852301 1256682 22.04% 2.990%
25 14.277 2026 2030 2034 rBV 435627 411097 7.21% 0.978%

26 14.583 2078 2082 2088 rBV 470779 470398 8.25% 1.119%
27 14.901 2132 2136 2142 rBV 470707 476992 8.36% 1.135%
28 14.983 2147 2150 2154 rVB 70623 79449 1.39% 0.189%
29 15.254 2192 2196 2204 rBV 419878 497675 8.73% 1.184%
30 15.654 2260 2264 2267 rBV 348729 482506 8.46% 1.148%

31 15.689 2267 2270 2281 rVB 594384 983401 17.24% 2.340%

32 16.118 2338 2343 2350 rVB 247341 363934 6.38% 0.866%
33 16.654 2429 2434 2442 rVB 175494 311445 5.46% 0.741%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 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-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 42027673
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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: BF107845.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 4.62 ng 270272 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 485 (5.190 min): BF107845.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
83.0 : : : :
0..“...“...“..JN:.?&%PIp...“...“n..p..:i...“ m/z 59.00 66.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 Kh
5000 AR LN RS LS
59.0 480 500 520 540 5.60
m/z 101.00 18.38%
31.0 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 5.60
5000 m/z 58.00 17.51%
41.0
29.0 101.0
0..,....,...HHM...H:Mu?%?ul:i....7?9.,.%@9,....J....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L B L BB B
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.78%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.74 77.96 ng 4559720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9

5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.743 min): BF107845.D (-744) (-) m/z 132.00 100.00%
D.0

13
5000 68.0

96.0 L L o B e

40.0 : 6.40 6.60 6.80 7.00
ol e m/z 68.00 35.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal /L
132.0
5000 6r.0 DA A R

6.40 6.60 6.80 7.00
m/z 134.00 33.80%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
R B EEEne
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.59%
104.0
66.0
0 27'0 5]\-”.\0 ‘ \H\ 89'0 ‘ ‘
L o e o B o B B LA e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 13.77%
74.0
116.0
5000 98.0
bt b L L L wseo  amo
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 4 Cyclopentasiloxane, decamet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
768 2.47ng 185623  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 90
2 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 49

3 Silanamine. 1.1.1-trimethvIl-N-T2... 369 C17H35N02Si3 068595-60-8 43
4 Benzeneethanamine. N-butvl-_beta... 353 C18H35N02Si2 040629-66-1 38
5 Benzaldehyde, 2,5-bis[(trimethyl... 282 C13H2203Si2 056114-69-3 38

Abundance Scan 908 (7.678 min): BF107845.D (-905) (-) m/z 72.95 100.00%
73.0
267.0
5000 355.1
44.9 1540 19302009 323.0 7.40 7.60 7.80 8.00
Ol b 12292980 Y | =280, ,|~. — | 'm/z 267.00 66.81%
miz--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73.0
5000 . LN L L L L L LB L L
267.0 350 7.40 7.60 7.80 8.00
m/z 355.10 47 .01%
0 45.0 125.0154.0 193.0 237.0 | 323.0 |
e -
mz--> 50 100 150 200 250 300 350
Abundance #187185: 3-Amino-2-phenazinol ditms
73.0
R
355.0 7.40 7.60 7.80 8.00
5000 m/z 268.00 17.12%
45.0 2370 268.0
0 ‘ , 1020 147.0 181.02080 | | \{ 324.0,
e it N NI
mz--> 50 100 150 200 250 300 350
Abundance #195997: Silanamine, 1,1,1-trimethyl-N-[2-[(trimethyIsilyl... e R
267.0 7.40 7.60 7.80 8.00
m/z 356.10 15.76%
102.0
5000 73.0
147.0 \
N W Sl M-/ o
mz--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 5 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.42 ng 176574 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1643 (12.001 min): BF107845.D (-1640) (-) m/z 60.00 100.00%

5000
129.0

39 2562 11.60 11.80 12.00 12.20 12.40
0! m/z 43.00 91.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI L B L TT T
83.0 11. 60 1180 1200 12. 20 1240
- 0
1570 1g50 2130 256.0 m/z 73.00 88.88%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 57.00 82.91%
129.0 242.0
97.0 199.0
ol 52,0171.0
R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid A BB e m o SR
73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 77 .29%
43.0
5000
129.0
157.0 200.0
1t O
PRIl 1 0 P U SN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 6 1-Pentadecanol acetate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.06 ng 129521 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol acetate 270 C17H3402 000629-58-3 91
2 Heptadecvl acetate 298 C19H3802 000822-20-8 90
3 1-Tetradecvl acetate 256 C16H3202 000638-59-5 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 76
5 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 74
Abundance Scan 1804 (12.948 min): BF107845.D (-1803) (-) m/z 43.00 100.00%
43.0
83.0
5000
111.1 e e
143.1 178.1 203.0 239 12.60 12.80 13.00 13.20
ol 2 m/z 83.05 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119378: 1-Pentadecanol acetate
43.0
83.0
5000 VNN SRR UL
12.60 12.80 13.00 13.20
m/z 57.00 51.85%
0250, 140.0 182.0 210.0 255.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143134: Heptadecyl acetate
43.0
12:60 12.80 13.00 13.20
5000 83.0 m/z 69.10 51.17%
o150 J i 139.0 168.0 210.0 238.0 283.0
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #107551: 1-Tetradecyl acetate L B o
43.0 12.60 12.80 13.00 13.20
m/z 55.00 50.43%
5000 83.0
111.0
o150 140.0 168.0 1960 241.0
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 12%0 12%0 1500 1350 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 7 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.28 3.03 ng 190555 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1860 (13.277 min): BF107845.D (-1858) (-) m/z 57.00 100.00%
57.0
5000
85.0
13.1° 1520 183.1200. 1 2621 13.00 13.20 13.40 13.60
0 ,,l el et bbb ity et O e || M7z 43.00  52.82%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57.0
5000 R R A B SN
85.0 13.00 1320 13.40 13.60
29.0 m/z 71.05 51.77%
ol I | ) +30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 25 45 60 85 1601201501é0180200220240260280300320340
Abundance #141426: Heneicosane
57.0
85.0 13.00 13.20 13.40 13.60
5000 ‘ m/z 85.05 31.93%
29.0 113.0
. Ty (14101690 1970225.0253.0  296.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #124147: 2-Bromotetradecane
57.0 13.00 13.20 13.40 13.60
m/z 55.00 22.50%
85.0
5000
29.0
LL L L[ ome e
o.n.n.nu.n.””.”.”“.”.”“.“.“”.”.””.”.””.”.“”.. R i I e o L
m/z--> 2'0 4'0 6|O 80 100 12'0 14'10 1('30 180 200 220 240 260 280 3(')0 350 34'10 13. 00 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 8 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.63 5.27 ng 330847 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1920 (13.630 min): BF107845.D (-1916) (-) m/z 57.00 100.00%
57.0
5000
.0
13.40 13.60 13.80 14.00
141.1
ol,l | otlrrse 22 2672 m/z 71.10 58.28%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000
13.40 13.60 13.80 14.00
0.0 m/z 43.00 57 .40%
0 .Z.Tt"l., A, 140 aspo2i20
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
" 1340 13.60 13.80 14.00
5000 m/z 85.10 41 .90%
0 270 | | 19?0{ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #209566: Octacosane
57.0 13.40 13.60 13.80 14.00

m/z 55.00 24 .33%

5000
27,0 I | u 141. 0 183. 0 225.0 281.0 337.0 394.0

ol e e A e o S A

m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 Tritetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.48 ng 469978 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
4 Sulfurous acid. butyl tetradecvl... 334 C18H3803S 1000309-18-1 91
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 91
Abundance Scan 1976 (13.960 min): BF107845.D (-1972) (-) m/z 57.00 100.00%
57.0
5000
13.1 13.60 13.80 14.00 14.20
ol d AT 200 2251 2980 e M/Z 71.10  58.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000

13.60 13.80 14.00 14.20
m/z 43.00 56.52%

0 1016902250 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane

57.0

13.60 13.80 14.00 14.20
5000 m/z 85.05 42 _58%

o J]ﬂlf 0 169.0 225.0 281.0 337.0 393.0 4630 5610 615.0
et A ee) SO0 3310 5930 ARl 2oL0 Blod
mz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#149369: Sulfurous acid, butyl dodecyl ester
57.0 13.60 13.80 14.00 14.20

m/z 55.00 28.82%

[ oAl

L N S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 11 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .58 7.49 ng 470398 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2081 (14.577 min): BF107845.D (-2078) (-) m/z 57.00 100.00%
57.0
5000
14.20 14.40 14.60 14.80
1411
oLt A l ll Lol 1831 22412532 20513232 ' /7 71.05  55.26%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L AR B BRI IR B
14.20 14.40 14.60 14.80
m/z 43.00 53.84%
0 27,0 | ,9%01 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 42 ._.07%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- s mEmE e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 20.69%
5000
113.0 155.0
0....‘l'.'!.‘J.'Hl.'{.‘..l‘[ }840 |22|5|OI ——— T  RABEAREE e m e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 12 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.90 7.59 ng 476992 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2136 (14.901 min): BF107845.D (-2132) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.60 14.80 15.00 15.20 |
141.1 : : : :
ol WALy 2411 1832 2251 267029003372 | 17 777 05 60.53%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AR SN A DR

14,60 14.80 15.00 15.20
m/z 43.00 53.49%

99.0
2qo| [ J | 4 }410 183.0 225.0 281.0 337.0 394.0

ol b g A
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
e
14.60 14.80 15.00 15.20
5000 m/z 85.10 42.58%
27,0 990 1410
0 I . 1830 2250 267.0 3230 _ 380.0
B e T e o
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane LS BAmEa s
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.02%
5000
0l2:9) ] ’ J 1410 1830 2250 267.0 309.0  366.0
i ....,.... LA e e e T B A B R R
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\BF073018\
Data File : BF107845.D

Aca On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 15 Tetracosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.65 6.33 ng 311445 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 62
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 62
3 Hentriacontane 437 C31H64 000630-04-6 62
4 2-methvloctacosane 408 C29H60 1000376-72-8 58
5 Tetratetracontane 619 C44H90 007098-22-8 58
Abundance Scan 2433 (16.648 min): BF107845.D (-2429) (-) m/z 57.05 100.00%
51.0
151.1
| 2 L 1640 16160 16:60 1700
191 1 410.3 . . . .
ol L bl ol Proppsazra 2082 A8 B e e g
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
5000 LRI UL SULRUL UL B
16,40 16.60 16.80 17.00
m/z 43.00 46.89%
ol 1 ﬂ | 1410 1830 2250 2950 337.0 3780 4200
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
" 16.40 16,60 16.80 17.00
5000 m/z 85.05 38.20%
99.0
oL L1 xi |, 1410 1830  *P0 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane R mEEEE RS S
57.0 16.40 16.60 16.80 17.00
m/z 151.05 33.71%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 ' 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107845.D

Acq On : 31 Jul 2018 11:56

Operator : JU/SJ

Sample : J4221-06

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_M
Quant Title : 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]
2-Pentanone, 4-hy... 5.19 4.6 ng 270272 1 6.97 1169720 20.0
unknown6.74 6.74 78.0 ng 4559720 1 6.97 1169720 20.0
Cyclopentasiloxan. .. 7.68 2.5 ng 185623 2 8.24 1500210 20.0
n-Hexadecanoic acid 12.00 2.4 ng 176574 4 11.50 1461860 20.0
1-Pentadecanol ac... 12.95 2.1 ng 129521 5 14.15 1256680 20.0
Tetracosane 13.28 3.0 ng 190555 5 14.15 1256680 20.0
Pentadecane 13.63 5.3 ng 330847 5 14.15 1256680 20.0
Tritetracontane 13.96 7.5 ng 469978 5 14.15 1256680 20.0
Heptacosane 14.58 7.5 ng 470398 5 14.15 1256680 20.0
Octacosane 14.90 7.6 ng 476992 5 14.15 1256680 20.0
Tetracosane, 11-d... 16.65 6.3 ng 311445 6 15.69 983401 20.0
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