LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\

Data File : BF098394.D

Aca On : 9 Sep 2017 19:07 Instrument :
Operator : SJ/JU BNA_F

Sample - 15140-03 ClientSampleld :
Misc - RL-5-13.75-27.5
ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 3.034 159 161 172 rBvV 14905 37598 1.38% 0.140%
2 3.610 252 259 269 rBV 361004 554819 20.42% 2.062%
3 4.863 468 472 484 rVB 253804 392282 14.43% 1.458%
4 5.292 540 545 558 rBY 2453836 2531411 93.15% 9.406%
5 6.333 716 722 732 rBVY 2322199 2717586 100.00% 10.098%
6 6.451 737 742 745 rVV 2670610 2514124 92.51% 9.342%
7 6.510 747 752 757 rVB5 21978 39174 1.44% 0.146%
8 6.675 776 780 787 rBV 821733 694734 25.56% 2.581%
9 6.833 802 807 810 rBY 2086384 1977362 72.76% 7.347%
10 7.104 848 853 862 rVB 222939 245711 9.04% 0.913%
11 7.245 869 877 880 rBVY 1656648 1636377 60.21% 6.080%
12 7.275 880 882 887 rVB2 23683 28059 1.03% 0.104%
13 7.357 893 896 899 rBV2 34283 34456 1.27% 0.128%
14 7.716 952 957 960 rBV3 39186 48806 1.80% 0.181%
15 7.751 960 963 972 rVB6 17301 33467 1.23% 0.124%
16 7.863 979 982 986 rBV 30529 30128 1.11% 0.112%

17 7.957 991 998 1000 rvv 988343 894292 32.91% 3.323%
18 7.974 1000 1001 1007 rVB 215637 183228 6.74% 0.681%

19 8.316 1055 1059 1066 rVB6 14679 27451 1.01% 0.102%
20 8.604 1102 1108 1112 rBV2 21508 31222 1.15% 0.116%
21 8.669 1115 1119 1122 rVB 76295 67423 2.48% 0.251%
22 8.763 1131 1135 1139 rVB 49906 45841 1.69% 0.170%
23 8.880 1149 1155 1157 rBV2 30013 30314 1.12% 0.113%
24 9.033 1175 1181 1184 rBV 2750063 2639547 97.13% 9.808%
25 9.363 1234 1237 1240 rBV 28341 30545 1.12% 0.113%
26 9.427 1244 1248 1252 rVB 452100 365280 13.44% 1.357%
27 9.563 1267 1271 1275 rBV 47015 47099 1.73% 0.175%
28 9.704 1289 1295 1299 rBV 971089 896774 33.00% 3.332%
29 9.921 1326 1332 1335 rBV2 37081 51227 1.89% 0.190%
30 10.251 1385 1388 1395 rVB2 29818 34117 1.26% 0.127%
31 10.363 1401 1407 1410 rBV2 36019 42805 1.58% 0.159%

32 10.498 1423 1430 1433 rBV 1307764 1309849 48.20% 4.867%
33 10.615 1447 1450 1459 rVB3 67863 114487 4.21% 0.425%
34 11.057 1522 1525 1528 rBV2 38123 40194 1.48% 0.149%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\

Data File : BF098394.D

Aca On : 9 Sep 2017 19:07 Instrument :
Operator : SJ/JU BNA_F

Sample - 15140-03 ClientSampleld :
Misc - RL-5-13.75-27.5
ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.086 1528 1530 1537 rVB 51020 56177 2.07% 0.209%
36 11.186 1543 1547 1550 rBV 909343 817471 30.08% 3.038%
37 11.210 1550 1551 1555 rVvVv 145246 84806 3.12% 0.315%
38 11.262 1555 1560 1564 rVB 36371 48960 1.80% 0.182%
39 11.415 1583 1586 1593 rVB3 85060 94375 3.47% 0.351%
40 12.162 1711 1713 1720 rVB3 25488 36630 1.35% 0.136%
41 12.233 1723 1725 1727 rBV2 35842 31379 1.15% 0.117%

42 12.398 1749 1753 1756 rBVY 151237 151064 5.56% 0.561%
43 12.621 1788 1791 1794 rVB 135570 117101 4_.31% 0.435%
44 12.774 1812 1817 1820 rBV 1707406 1626235 59.84% 6.043%
45 13.668 1966 1969 1976 rVB 105804 126298 4._.65% 0.469%

46 13.821 1990 1995 1998 rBV 814392 798446 29.38% 2.967%

47 13.845 1998 1999 2004 rVB 86842 56188 2.07% 0.209%
48 14.298 2074 2076 2079 rVB2 47278 45018 1.66% 0.167%
49 14.586 2123 2125 2128 rBV2 41248 43343 1.59% 0.161%
50 14.827 2163 2166 2173 rVB 78196 124265 4._.57% 0.462%
51 14.898 2175 2178 2181 rBV 101335 96334 3.54% 0.358%
52 15.162 2221 2223 2228 rVB 70275 86061 3.17% 0.320%

53 15.227 2229 2234 2236 rBV 483648 624173 22.97% 2.319%
54 15.645 2300 2305 2309 rBV 201777 285841 10.52% 1.062%
55 16.097 2377 2382 2390 rVB 223881 398309 14.66% 1.480%

56 16.633 2467 2473 2480 rVB 163112 310812 11.44% 1.155%
57 17.262 2573 2580 2588 rVB3 123741 304774 11.21% 1.132%
58 17.997 2699 2705 2715 rVB2 65215 180744 6.65% 0.672%

Sum of corrected areas: 26912593
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090917\
BF098394.D
9 Sep 2017 19:07
SJ/Ju
15140-03
19 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF098394.D

5.29

4.86

45
6.33
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b.51

6.83

7.25

IB6 IRt

0
Time-->

5.00

5.50

6.00

P—"1
6.50

7.50
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2500000

2000000

1500000

7.96

1000000

500000
.97

TIC: BF098394.D

10.50

9.70

11.19

9.43

9.92

832 8%®76.88 9.3p 9.56

10.95.36

12.77

orh—

Time--> 8.00

11.50

10.50 11.00

9.50

10.00

8.50

kol

9.00

12.00

12.50

13.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF098394.D

13.82

15.23

90
14.30 14.59 14450 15, 17.96

18.00

Time-->

14.00

17.00

16.00

16.50

15.00 15.50

14.50

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5

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

4._86 11.29 ng 392282 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 472 (4.863 min): BF098394.D (-468) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 DU I V.
| | 83.0 | 4.60 4.80 5.00 5.20
R e L s R o R m/z 59.10 59.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L RN I
59.0 460 480 500 5.20
0
150 4, 1010 m/z 101.10 22 .59%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520
5000 m/z 58.10 17.52%
41.0
73.0 86.0
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 e R e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.97%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.45 Concentration Rank 1

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

6.45 72.38 ng 2514120 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 742 (6.451 min): BF098394.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 %1 "5 k0 640 650 680
1 540 . . .
..,....,....,...:,"!...,::..,::.'.|,..':'.,?‘.‘3;9,...'.,}97.-9...,....,~'...,... m/z 68.10 45.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U RS U LR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.60%
"I""I""I""l‘l'l"IH"'I"'ll""l""l""l""l'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 27 .01%

150 280 39.0 520 830 770 900 1040, ..
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine s .A. e ERmaa s

132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.58%

97.0
5000
30 410 70.0
\. | ! \‘ | 86.0 . 116.0 I
A B e R B A R e AR RARARRES I ARERREE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.80 ng 114487 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Tridecane 184 C13H28 000629-50-5 81
4 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1451 (10.621 min): BF098394.D (-1447) (-) m/z 57.10 100.00%
57.1
5000
1131 1400 169.1 10,40 10.60 10.80 11.00
m/z 71.10 94 _.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57.0
85.0
5000 RN SN UL UL R
mmmmmmnm
140.0 m/z 43.10 54 .92%
113 0 168 0
ll ‘ [l Lo 211.0 238.0 267.0
m/z--> 25 4b eb éo 160 150 110 1éo 180 200 220 240 260 2§0 300
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.05 39.11%

29.0
1130 1410 169.0 197.0 225.0 253.0  296.0

mwmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48833: Tridecane i B B e R
57.0 10.40 10.60 10.80 11.00

m/z 41.05 24 .45%

5000{ o9 85.0

L R0 a0 1880

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4-Heptafluorobutyryloxyhexa... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.42 2.31 ng 94375 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Cetene 224 C16H32 000629-73-2 64
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 62
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 49

Abundance Scan 1587 (11.421 min): BF098394.D (-1583) (-) m/z 69.10 100.00%

: 67.1

5000

-

11.20 11,40 1160 11.80
m/z 83.05 97.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #224101: 4-Heptafluorobutyryloxyhexadecane

5000

29.0 11. 20 11. 40 11. 60 11. 80
' , m/z 55.05 96.01%

135.0 169.0 200.0 224.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R S N EaEmE s
11.20 11.40 11.60 11.80
5000 111.0 m/z 43.10 94 .30%
290 139.0

168.0 196.0 238.0 266.0

wﬁwmmmm‘wmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81243: Cetene RS EmmEs o L
41.0 11.20 11.40 11.60 11.80
m/z 167.10 89.02%

5000

139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Hexacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.67 3.16 ng 126298 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 83
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
3 Behenic alcohol 326 C22H460 000661-19-8 72
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 72
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70
Abundance Scan 1969 (13.668 min): BF098394.D (-1966) (-) m/z 83.10 100.00%
83.1
N W/\'»«'V'\ﬁ“w
5000
111.1 230.1
1140 2 168.1 200.0 13.40 13.60 13.80 14.00
et . S m/z 69.10 77.67%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
5000 83.0 L e S RmE
Bmmmnmmm
1110 m/z 97.10 73.37%
15)0], | J‘M‘Jﬂﬁh‘y 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 260 2éo 300 3éo
Abundance
43.0
83.0 SR AR SUNILR SR B
13.40 13.60 13.80 14.00
5000 m/z 57.10 72.43%
111.0
139.0167.0196.0224.0
m/z--> éo 160 1éo 260 250 300 3éo
Abundance #166292: Behenic alcohol AR EEEEE RS
55,0 83.0 13.40 13.60 13.80 14.00
m/z 55.10 71.87%
2000 ik W\/\J\«WV\/J\»/W
270 || || | ﬂ 1 k3ﬁ0}67019602240252028003080
m/z--> % @ 150 m 250 ﬁ @ Bmmmnmmm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heptadecane, 8-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.09 ng 96334 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 86
Abundance Scan 2178 (14.898 min): BF098394.D (-2175) (-) m/z 57.10 100.00%
57.1
85.0
5000
L BN SO BAU SUNI
141 1 268.2 14.60 14.80 15.00 15.20
S l[ 1681, 213222t ™2 nz 71.10  80.19%
m/z--> 50 100 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl-
57.0
85.0
5000 LA B SURLLS UL UL
14.60 14.80 15.00 15.20
260 % m/z 85.05 60.06%
) .“- | ,u‘,h\l ,‘,‘\, h, 183021102890
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.60 14,80 15.00 15.20
5000 85.0 m/z 43.05 53.91%
29.0
113'0141.0169.0197.0225.0 268.0 m/\\/Mﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B A Eame
57.0 14.60 14.80 15.00 15.20
m/z 99.10 21.27%
85.0
- N}\M’J\Aﬂ‘/‘/\w
29.0 113.0
[0 L4 L] 2410160.0197.0225 02530 2960
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.64 9.16 ng 285841 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Heneicosane 296 C21H44 000629-94-7 76
Abundance Scan 2304 (15.639 min): BF098394.D (-2300) (-) m/z 57.10 100.00%
57.1
85.1
5000
HREUIE UL B BN SR
1412 15.40 15.60 15.80 16.00
— J‘, Al lll L 1092197.22252 2751 8520 m/z 71.10 82.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L UL B B B
mmmmmmmm
m/z 85.10 61.87%
220 h Ll 313014101690197022502530 29503230  367.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 85.0 m/z 43.10 45 .62%
29.0

113.0 155'0183.0211,0 253.0

m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- R RRREE EE s

57.0 15.40 15.60 15.80 16.00

m/z 99.05 19.20%
5000 85.0
13.0 154.0
‘Ihmd‘ |_183.0211.0239.0 281.0

m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.63 9.96 ng 310812 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2473 (16.633 min): BF098394.D (-2467) (-) m/z 57.10 100.00%
51.1
e 640 16160 1680 17100
141.1 : : : :
ey .'l.“, Lo ort 282 m/z 71.10 86.22%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 UL SR SN SO U
16.40 16.60 16.80 17.00
99.0 m/z 85.10 59.00%
27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57.0
" 16.40 16.60 16.80 17.00
5000 m/z 43.10 52.75%
99.0
27.0 141.0 1830 2250 267.0 309.0 352.0
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #141431: Eicosane, 10-methyl- Al EREEEEET S
57.0 16.40 16.60 16.80 17.00
m/z 99.05 22.06%
- VJN//\WLJ\/\
99.0
‘I Ly 15ﬁ%w30 239.0 2810
m/z--> 55 160 1éo 260 250 360 3éo ' IGMO 1eko 1&80 1150
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.26 9.77 ng 304774 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 80
Abundance Scan 2580 (17.262 min): BF098394.D (-2573) (-) m/z 57.10 100.00%
57.1
85.0
5000
LA SURRU DR SRR B
UL S 1552 20829354 17.00 17.20 17.40 17.60
S 9 S S B 0 O S D G — m/z 71.10 82.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B BGR SR B
ﬂ%ﬂ%ﬂ%ﬂm
m/z 85.05 64.08%
290 1301410
UL L T141.0160.0107.0225.0263.0  296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57.0
| 17.00 17.20 17.40 17.60
5000 85.0 m/z 43.10 48.76%
29.0 113.0141.0169.0107.0225.0253.0 205.0323.0  367.0 MAJ’W
m/z--> éo 160 1%0 260 250 300 3%0
Abundance #141431: Eicosane, 10-methyl- A EAREE ma S
57.0 17.00 17.20 17.40 17.60
m/z 99.10 21.79%
5000 85.0 W\MMAMW/\MMWMWMw
‘ I i 130 15f0;183021102390 281.0
m/z--> 5'0 1(')0 1&1,0 200 251;0 3(')0 3&1;0 17'00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098394.D

Aca On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample : 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.00 5.79 ng 180744 Perylene-di12 15.23
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 Hexacosane 366 C26H54 000630-01-3 90
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2705 (17.997 min): BF098394.D (-2699) (-) m/z 57.10 100.00%
57.1
5000 VP/W\/LW
65018302112 s34 as0s | 1760 1780 15,00 1820 1540
- m/z 71.10 90.61%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
85.0
5000 AR AR R R B
ﬂmﬂmmmmmmm
20.0 m/z 85.10 64 .54Y%
1 h \ F13914101690197022502530 338.0
m/z--> §o 150 260 2%0 360 3%0
Abundance
57.0
650 17,60 17.80 18.00 18.20 18.40
5000 ‘ m/z 43.10 52.18%
29.0 .
113014101690191022502530 296.0 WLﬂwwmwv/\MMMMNNM
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LSS BLELLELE BN LR N
57.0 17.60 17.80 18.00 18.20 18.40
m/z 69.00 24 _.27%
5000 = MWVWW
290 i || M2 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 350 17. 60 17. 80 18 00 18. 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090917\
Data File : BF098394.D

Acq On : 9 Sep 2017 19:07

Operator : SJ/JU

Sample - 15140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4._.86 11.3 ng 392282 1 6.67 694734 20.0
unknown6 .45 6.45 72.4 ng 2514120 1 6.67 694734 20.0
Nonadecane, 9-met... 10.62 2.8 ng 114487 4 11.19 817471 20.0
4-Heptafluorobuty... 11.42 2.3 ng 94375 4 11.19 817471 20.0
1-Hexacosanol 13.67 3.2 ng 126298 5 13.82 798446 20.0
Heptadecane, 8-me... 14.90 3.1 ng 96334 6 15.23 624173 20.0
Hexacosane 15.64 9.2 ng 285841 6 15.23 624173 20.0
Octacosane 16.63 10.0 ng 310812 6 15.23 624173 20.0
Heneicosane 17.26 9.8 ng 304774 6 15.23 624173 20.0
Tetracosane 18.00 5.8 ng 180744 6 15.23 624173 20.0
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