LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 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-BF110818 .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 2.246 24 27 38 rvB 66499 95695 7.61% 0.633%
2 5.175 521 525 533 rBV 29160 44127 3.51% 0.292%
3 5.563 587 591 614 rBY 1068643 1141208 90.78% 7 .551%
4 6.563 758 761 782 rBVY 1084582 1239716 98.61% 8.203%
5 6.710 782 786 790 rBVY 1466739 1220012 97.04% 8.073%
6 6.945 822 826 833 rBV 608414 567527 45.14% 3.755%
7 7.098 848 852 861 rBY 1079876 923649 73.47% 6.112%
8 7.504 918 921 939 rBV 681130 748263 59.52% 4_.951%
9 8.228 1040 1044 1059 rBVY 675090 741624 58.99% 4_.907%
10 9.298 1222 1226 1235 rBvY 1396867 1257174 100.00% 8.318%
11 9.692 1290 1293 1298 rBV 97730 92783 7.38% 0.614%

12 9.986 1339 1343 1353 rBvV 723477 715659 56.93% 4_.735%
13 10.775 1474 1477 1489 rBV 549976 555862 44.22% 3.678%
14 11.480 1593 1597 1599 rBV 552780 535094 42.56% 3.541%

15 11.504 1599 1601 1608 rVvVv 93705 90130 7.17% 0.596%
16 11.557 1608 1610 1618 rVB 24574 25927 2.06% 0.172%
17 11.980 1679 1682 1686 rBV 104281 97609 7.76% 0.646%
18 12.098 1699 1702 1704 rBV2 20127 21635 1.72% 0.143%
19 12.627 1788 1792 1799 rBV 12944 16262 1.29% 0.108%
20 12.698 1800 1804 1812 rVB 290967 260235 20.70% 1.722%
21 12.763 1812 1815 1821 rBV3 32395 44320 3.53% 0.293%
22 12.910 1837 1840 1841 rBV 51965 46693 3.71% 0.309%

23 12.927 1841 1843 1849 rVB 256888 228782 18.20% 1.514%
24 13.057 1861 1865 1869 rBV 938383 797336 63.42% 5.276%

25 13.139 1876 1879 1885 rBv4 14967 23621 1.88% 0.156%
26 13.257 1896 1899 1903 rVB2 37372 42207 3.36% 0.279%
27 13.321 1908 1910 1913 rVB2 18791 15350 1.22% 0.102%
28 13.363 1913 1917 1919 rBV2 19135 24310 1.93% 0.161%
29 13.457 1930 1933 1935 rBV 13720 14759 1.17% 0.098%
30 13.774 1984 1987 1992 rVB 23665 20425 1.62% 0.135%
31 13.880 2002 2005 2007 rBV 26010 25252 2.01% 0.167%
32 13.904 2007 2009 2011 rvVv 26136 21266 1.69% 0.141%
33 13.933 2011 2014 2020 rVV3 113157 140970 11.21% 0.933%
34 13.980 2020 2022 2029 rVB 34165 34635 2.75% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 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\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.045 2029 2033 2036 rBv4 11798 19854 1.58% 0.131%

36 14.127 2040 2047 2050 rBV2 638047 782634 62.25% 5.179%
37 14.157 2050 2052 2057 rVB 158143 146158 11.63% 0.967%

38 14.239 2063 2066 2067 rBV 39798 44614 3.55% 0.295%
39 14.351 2083 2085 2089 rVB2 17710 21874 1.74% 0.145%
40 14.515 2108 2113 2117 rBV2 29048 29761 2.37% 0.197%
41 14.557 2117 2120 2124 rBV2 85820 88804 7.06% 0.588%
42 14.645 2133 2135 2137 rBVY 18279 18398 1.46% 0.122%
43 14.874 2167 2174 2179 rBVY 124755 157261 12.51% 1.041%
44 15.039 2199 2202 2205 rVB2 22003 20630 1.64% 0.137%

45 15.204 2225 2230 2231 rBVY 161359 210685 16.76% 1.394%

46 15.227 2231 2234 2241 rVB 211732 271373 21.59% 1.796%
47 15.315 2246 2249 2254 rVB 41037 47437 3.77% 0.314%
48 15.521 2280 2284 2291 rVB 82083 105983 8.43% 0.701%
49 15.592 2291 2296 2298 rBVY 120895 169396 13.47% 1.121%
50 15.615 2298 2300 2303 rVV 139712 166095 13.21% 1.099%

51 15.657 2303 2307 2311 rVB 277608 341438 27.16% 2.259%
52 16.068 2372 2377 2384 rVB 121632 190357 15.14% 1.260%
53 16.598 2461 2467 2475 rBV 77510 149456 11.89% 0.989%
54 17.221 2567 2573 2581 rVB2 74679 157242 12.51% 1.040%

55 17.415 2602 2606 2612 rVB7 12919 22826 1.82% 0.151%
56 17.704 2649 2655 2663 rBV3 31400 80744 6.42% 0.534%
Sum of corrected areas: 15113137
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110731.D
1400000 671

1200000
5.56 6.56
1000000
800000
600000

400000

7.10

7.50

200000
2.25 \g
0\\J\ 5.17 L

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.

Abundance TIC: BF110731.D
1400000 9.30

1200000

1000000
800000

823 9.99

600000 10.77 11.48

400000

200000

L 9.69 111.50 11.98

L 1.56 Jaz.10 12.&-7@]%11@%

13.06

R EESEREME—AS . e s N

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: BF110731.D
1400000

1200000

1000000

800000

14.13

600000

15.66

14.87 5 16.07
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| 3¢4.652.64 | 15.04 537" 16.60 17'2217,42 17.70
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200000

o

I
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.25 3.37 ng 95695 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 28 (2.252 min): BF110731.D (-24) (-) m/z 73.10 100.00%
5000 43.0
55.0 87.1
a1l | 2.20 2.30 2.40 2.50 2.60 2.70
“m“W“W“w“W“W“W“W“W“W“W“W“N”W“W“w’W“W“W“w"w m/z 43.05 43.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \L"\—/
73.0
430 2.20 2.30 2.40 2.50 2.60 2.70
- 550 87.0 m/z 55.05 29.68%
29.0
1 35.0, |,]] | 67.0|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 87.10 27 .12%
43.0
20 150 29055, || 530600660 |, 81.088.0
miz--> 5 L5 15 % 25 30 35 40 45 %0 95 60 65 70 75 50 8 90 9
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12.04%
5000 43.0
58.0
29.0 87‘-0
[
m/z--> 0 5 10 15 20 25 30 35 4'0 4'5 50 55 60 65 70 75 8|0 85 90 95 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2 unknown6.71 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.71 42.99 ng 1220010 1,4-Dichlorobenzene-d4 6.95
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 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 786 (6.710 min): BF110731.D (-782) (-) m/z 132.00 100.00%
13%.0
5000 68.1

|
40.0 54.0 96|.0 115.0 J 6.|40 6.250 6.|80 7.60 I
L L e e B A o O m/z 68.10 41._.79%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LU DL L L L L L L LB |
6.40 6.60 6.80 7.00
310 5.0 m/z 134.00 32.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R REARE RS E R R
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 27.58%
S NV { SRR A 1)
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e  RERE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.75%
117.0
5000
39.0 910
e L)
,.h..u.NM.VW..JH.u:.,ﬂ..l\.P‘.,....,....,....
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\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1108 3.65ng 97609  Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99

2 Pentadecanoic acid
3 Tridecanoic acid
4 Tetradecanoic acid

242 C15H3002
214 C13H2602
228 C14H2802

5 Oxalic acid,

cyclobutyl heptadec... 382 C23H4204

001002-84-2 81
000638-53-9 64
000544-63-8 64
1000309-70-7 18

5000

Abundance Scan 1682 (11.980 min): BF110731.D (-1679) (-)
43.0 73.0
5000 129.1
97.1 192.0
171.1 213.2
||| Al 2%.2
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

129.0

J‘u 157.0 1850 213.0 256.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0

129.0

5000
15.0
Eann

m/z 73.00 100.00%

11.60 11.80 12.00 12.20

NV

m/z 43.00 88.19%

11.60 11.80 12.00 12. 20

m/z 60.00 81.28%

A
LI L B L L L B L

11.60 11.80 12.00 12.20

m/z 57.00 67.10%

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 11.60 11.80 12.00 12.20
m/z 55.00 66.78%
43.0
5000
129.0
18?\,\”“””,\ “ h‘\ HM MI l4,9,9”\” T I e s
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\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.60 ng 140970 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 90
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 89
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 60
Abundance Scan 2013 (13.927 min): BF110731.D (-2011) (-) m/z 226.05 100.00%
1
5000
281.0 13.60 13.80 14.00 14.20
T m/z 57.00 58.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
58.0
97.0
5000 SR N BRI UGS
13.60 13.80 14.00 14.20
m/z 43.05 44 _84%
23 N l 1390 1810 2210
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 55.05 39.81%
169.0
L] ll L1870 2240 2690 420.0 WWLM
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R a R mamEE L
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.00 33.36%
169.0
150/ | J | 4 | jasio 1 2100 ass0 406.0
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14 .56 2.27 ng 88804 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 74
4 2-methvloctacosane 408 C29H60 1000376-72-8 74
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2121 (14.563 min): BF110731.D (-2117) (-) m/z 57.05 100.00%

5000

FE

302.1 14.20 14.40 14.60 14.80

155.1  202.0231.1258.1 m/z 71.05 61.30%
_ - 0

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L B
14.20 14.40 14.60 14.80
m/z 43.05 60.85%
290 13.0
Ly b4 et 0169 0197.0 2400
ety — T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
R e N EmER
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 49 _.30%
113.0 239 0
J}J [ 141.0169.0197.0 267.0294.0323.0352.0
T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- T T
57.0 14.20 14.40 14.60 14.80
m/z 41.05 29.07%
o T AWA@_A—JL\/“A/\/\/
113.0 154.0
‘Ijlﬂi| | 1183.0211.0239.0 _281.0
e e ey e e e R B
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\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .87 4.02 ng 157261 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2173 (14.868 min): BF110731.D (-2167) (-) m/z 57.10 100.00%
57.1
5000
99.0 LA SR A A
J J “ 141.1 197.2 241.1 14.60 14.80 15.00 15.20
btk B m/z 71.05 64 .40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
5000 L B B BRI U
mmmmmmmm
m/z 43.05 63.17%
99.0
26lof | { )| 1410 183.0 221.0254.0
m/z--> éo 160 150 200 2éo 360 3%0 460
Abundance #105893: Heptadecane, 2-methyl-
43.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.10 43.87%
85.0
Lyl 1270 169.0 2111'0 254.0
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance #219831: Triacontane T B S B e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 26.51%
5000
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> éo 100 1éo 260 250 360 350 400 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.52 6.21 ng 105983 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2284 (15.521 min): BF110731.D (-2280) (-) m/z 252.10 100.00%
25%.1
5000
125.0
2241 15.20 15.40 15.60 15.80
390 509 991 1510 175.0 200.1 m/z 250.10  30.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
1250 m/z 253.10 21.00%
50.0 740 99.0, | 146.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 13.72%
125.0
17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene LI L L L N BN |
252.0 15.20 15.40 15.60 15.80
m/z 251.10 12._.37%
5000
126.0
228.0
570 8301049 | 190 2000 "/ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 10 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.07 11.15 ng 190357 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2377 (16.068 min): BF110731.D (-2372) (-) m/z 57.10 100.00%

57.1

:

5000
99.1 ' 15.80 16.00 16,20 16.40
41117702112 : : :
A oz este 0 hsoY 7105 62.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L L LB

15.80 16.00 16.20 16.40
m/z 43.05 57.78%

141.0 183.0 2250 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

&)
!
o

15.80 16.00 16.20 16.40
5000 m/z 85.05 45 _05%

99.0
‘ ||l |y 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

F

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 24 .32%
5000
99.0
‘ | || j 1410 1830 2050 267.0 309.0 365.0

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110731.D

Aca On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample : J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.60 8.75 ng 149456 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2467 (16.598 min): BF110731.D (-2461) (-) m/z 57.10 100.00%
57.1
99.1 16,20 16.40 16.60 16.80 17.00
141.1 1831 ) 284.1 . . . . .
) 231 m/z 71.05 63.43%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 AR B B BN
16. 20 16 40 16 60 16. 80 17. 00
99.0 m/z 43.10 60.35%
27.|°\ | 1] L 140 1830 2250 2820
m/z--> B '55' ' 100 150 260" ' 550" ' 560" ' ééd L
Abundance #215181: 2-methyloctacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 46 .35%
99.0
28,0) I JJJ 1410 1830 2250 267.0 309.0 36503940
m/z--> 50 100 1%0 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl- AR ma
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.05 25.16%
o AM“%NW”“L\«LNﬂkNVMMMUVNJ\AV
\ } J -0 239.0
ALy 0 1880 T o680 3080 3520 e —
m/z--> 50 100 150 200 250 300 350 1620 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111318\
Data File : BF110731.D

Acq On : 13 Nov 2018 20:49

Operator : JU/SJ

Sample - J5908-07 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.25 3.4 ng 95695 1 6.95 567527 20.0
unknown6.71 6.71 43.0 ng 1220010 1 6.95 567527 20.0
n-Hexadecanoic acid 11.98 3.6 ng 97609 4 11.48 535094 20.0
Cyclohexadecane 13.93 3.6 ng 140970 5 14.13 782634 20.0
Heptadecane 14.56 2.3 ng 88804 5 14.13 782634 20.0
Octadecane 14.87 4.0 ng 157261 5 14.13 782634 20.0
Benzo[e]pyrene 15.52 6.2 ng 105983 6 15.66 341438 20.0
Octacosane 16.07 11.2 ng 190357 6 15.66 341438 20.0
Eicosane 16.60 8.8 ng 149456 6 15.66 341438 20.0
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