LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On - 19 Dec 2018 22:39 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J6322-21 sup-e-c-2-1p20718
ALS Vial : 10 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-BF121918.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 2.216 16 22 28 rvB 652460 877245 16.17% 1.731%
2 4.504 406 411 418 rBV 106295 123793 2.28% 0.244%
3 5.122 508 516 522 rBV 247712 309442 5.70% 0.611%
4 5.516 578 583 586 rBY 4638733 4892394 90.20% 9.654%
5 6.522 747 754 758 rBY 4937084 5424117 100.00% 10.704%
6 6.663 773 778 782 rBVY 5166199 5109709 94.20% 10.083%
7 6.893 814 817 821 rVB 1446694 1178837 21.73% 2.326%
8 7.051 840 844 847 rBVY 4521012 3882885 71.59% 7.662%
9 7.451 907 912 915 rBVY 3578587 3227581 59.50% 6.369%
10 8.175 1031 1035 1038 rBv 1872402 1508278 27.81% 2.976%

11 9.251 1213 1218 1221 rBV 6167570 5234595 96.51% 10.330%
12 9.639 1280 1284 1287 rVB 365247 306246 5.65% 0.604%
13 9.928 1329 1333 1337 rBV2 2036699 1675197 30.88% 3.306%
14 10.710 1462 1466 1470 rBV 3645059 3509833 64.71% 6.926%
15 11.410 1581 1585 1587 rBV 1957640 1602865 29.55% 3.163%

16 11.433 1587 1589 1592 rVvV 359054 271688 5.01% 0.536%
17 11.480 1592 1597 1600 rVvB2 100660 102379 1.89% 0.202%

18 11.633 1618 1623 1627 rBV3 67053 69230 1.28% 0.137%
19 11.939 1671 1675 1685 rVB 718286 687422 12.67% 1.357%
20 12.451 1759 1762 1767 rBV2 89019 94300 1.74% 0.186%

21 12.616 1787 1790 1793 rBV 439090 396477 7.31% 0.782%
22 12.722 1804 1808 1815 rBV 364529 414845 7.65% 0.819%
23 12.845 1822 1829 1833 rBV 348284 377635 6.96% 0.745%
24 12.992 1850 1854 1858 rVB 4720430 4206722 77 .56% 8.301%
25 13.786 1985 1989 1993 rBV2 39839 69754 1.29% 0.138%

26 13.886 2002 2006 2013 rBV2 260061 269047 4._.96% 0.531%
27 14.039 2027 2032 2035 rBV 1592797 1627911 30.01% 3.212%
28 14.063 2035 2036 2041 rVB 165452 149924 2.76% 0.296%
29 14.521 2111 2114 2117 rBV 135171 122852 2.26% 0.242%
30 14.833 2164 2167 2171 rVB 89666 92897 1.71% 0.183%

31 14.910 2177 2180 2185 rVB 223800 220162 4._.06% 0.434%
32 15.080 2205 2209 2212 rBV 127650 202942 3.74% 0.400%
33 15.174 2222 2225 2233 rBV2 150353 237475 4._.38% 0.469%
34 15.386 2258 2261 2266 rVB 76623 95945 1.77% 0.189%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

3?22'6 i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.445 2268 2271 2276 rVV 122302 172866 3.19% 0.341%
36 15.515 2278 2283 2287 rVV 1023625 1336461 24.64% 2.637%

37 15.563 2289 2291 2297 rVB 124611 142088 2.62% 0.280%
38 16.010 2362 2367 2372 rBV 295533 451169 8.32% 0.890%

Sum of corrected areas: 50675208
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

BF111606.D

19 Dec 2018 22:39

JussJ

J6322-21

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

SUP-6-C-2-120718

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF111606.D

5.52

5.12

4.50

6.66
6.52

7.05

7.45

6.89

Time-->

ol

AN
T T T |

I
4.50 5.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF111606.D

10.71

9.93 11.41

11.94

11.43
.481.63

9.64

\

|

12.99

12.62 12 85
12.45

N

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

13.79
0

TIC: BF111606.D

14.04
15.52

16.01

13.894 06 1452 14491518817193d8.56

Time-->

1
13.50

I
17.50

15.50 16.00

16.50

17.00

14.00

14.50 15.00

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3

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

2.22 14.88 ng 877245 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 23 (2.222 min): BF111606.D (-16) (-) m/z 73.10 100.00%

73.1

f

5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
bbb e e e e e e e || M7z 43.05 44 89%
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 LR RN R LR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 29.76%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
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
2.20 2.30 2.40 2.50 2.60
5000 410 550 m/z 87.10 26.23%
29.0
o ] sro 1120 a0
0.,....,....,....,....I AR RN e e e e RARRE RS
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14 .56%
5000 43.0
58.0
29.0 8.0
N R S S N DM
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

8270-BF121918_.M Thu Dec 20 12:00:47 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 12

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

4.50 2.10 ng 123793 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
3 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 410 (4.499 min): BF111606.D (-406) (-) m/z 55.05 100.00%
58.0 3.1
5000 43.0
98.1
‘ Ll e 420 440 460 4.80
0...,”..,”..,”.!;h..Iw!:,”.n,”.n,”..,”.u,”.. m/z 83.10 97 .21%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten—2 one, 4-methyl-
55.0 83.0
5000 L L L I UL
20,0 43.0 98.0 420 440 4.60 4.80
m/z 43.05 45 _22%
.|.‘ 1L Il | | 67.0 75.0 | L
0 ”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
41.0 420 440 460 4.80
5000 m/z 39.00 35.79%
27.0 98.0
15.0 ‘ 69.0
0 ‘ \‘ 11 i ‘ ‘ | ‘\ | A
L S S I UL UL UL SURILL IUSILS UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3414: Cyclopropane, 1,1,2,2-tetramethyl-
55.0 83.0 420 4.40 4.60 4.80
41.0 m/z 98.10 30.92%
5000
0 ‘ ‘ | \‘ N ‘ 670 75.0 A
”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' DR R UL
m/z--> 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 5.25 ng 309442 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 516 (5.122 min): BF111606.D (-508) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.1 N RS A AR AN
' 4.80 500 5.20 5.40
Ol SLOLNL 672 830910 | 1 0T 89 10" 49.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L R I
59.0 480 500 520 540
m/z 101.10 15.28%
o o | 830 0930'%}"
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 5.00 520 540
5000 57.0 m/z 58.10 14.46%
29.0
101.0
0 L] | ‘ 78.0 \
LR SRR SUL BRI SUULELEE UL SUELISN SURL U UL SO UL SR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3686: l—Propen—Z—oI, acetate LA L L L B B LN |
43.0 480 500 5.20 5.40
m/z 41.05 8.55%
5000
58.0
. 15.0 27.0 B | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.66 86.69 ng 5109710 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 777 (6.657 min): BF111606.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.1
91 s | %1 Toko k0 680 70
0 .,....,....'!'!..:,!.'..,:!.-.|,..7.5.‘,0....,..].,?1??.?....,...., b | m/z 68.10 46.02%
m/z--> 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 N
5000 U R R L

6.40 6.60 6.80 7.00
m/z 134.00 32.26%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R N REE mE s
6.40 6.60 6.80 7.00
5000 m/z 66.10 30.51%
33.0 44.0 0.0 105.0
699 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R L R A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.97%
5000
92.0
105.0
o270 390 510 mo o 117.0
A B AN B o B e e A REE R T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 8.58 ng 687422 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 1675 (11.939 min): BF111606.D (-1671) (-) m/z 43.10 100.00%
431 3.1
5000
129.1
97.1 213.2 L B B i e
157.1 1921 256.3 1160 1180 12.00 12.20
| ) m/z 73.10 93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 R R AR T AR

T T T T
11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 90.07%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T T T
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 77 .36%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R ERE e e AR
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 74 .88%
5000 129.0
0.1.5.'?....,... L—"m’
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\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.18 ng 414845 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 1808 (12.722 min): BF111606.D (-1804) (-) m/z 43.10 100.00%
431 730
5000 1291
10 | 1718 000,202 g 1240 12/60 1280 1360
o o LS L T Tm/z 73.05  80.84%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

5000
12.40 12.60 12.80 13.00

m/z 57.10 76.16%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
S
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 55.10 72.64%
129.0
185.0213.0241.0
D S T P
m/z--> 50 0 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid S A o
60.0 12.40 12.60 12.80 13.00
m/z 59.95 72.50%
5000 129.0
H970 157.01g5 02130  256.0
ol Hﬂmu.w,...t‘,.‘.‘..,“....,....,... SUUUISOES L U
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13 00

8270-BF121918_.M Thu Dec 20 12:00:49 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

Sample : J6322-21

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Heneicosyl formate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.31 ng 269047 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 91
4 Octacosanol 410 C28H580 000557-61-9 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 2007 (13.892 min): BF111606.D (-2002) (-) m/z 57.10 100.00%
57.1
5000 M}\A//L‘
2201 1560 1280 14100 1420
39.2 182.1 267.2 . . . : : . .
I 8112 32 403 "n/z 55.10 92.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
5000 SRR SR SR B
13.60 13.80 14.00 14.20
m/z 43.10 90.32%
. 182.0 222.0 294.0 3490
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo,
13.60 13.80 14.00 14.20
5000 m/z 83.05 85.22%
ol200 | || L 190 1600 2000 2860
m/z--> 50 100 150 200 250 300 350 400
Abundance #141403: Octadecane, 1-(ethenyloxy)- L R o
57.0 13.60 13.80 14.00 14.20
m/z 41.05 67.57%
- W\j\‘m
97.0
o 189 | | ‘ | | 1380 1800 2220 2810
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.91 3.29 ng 220162 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 83
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
4 Saualene 410 C30H50 000111-02-4 80
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
Abundance Scan 2180 (14.910 min): BF111606.D (-2177) (-) m/z 69.10 100.00%
69.1
A T SO
137.1 14.60 14.80 15.00 15.20
ol .?8.\1,'1.1 w09 Yy g 1ol 2312 2732 3414 Thzz g1.10  48.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

L
|

5000 LA L L L L L LB L |
14.60 14.80 15.00 15.20
1370 m/z 41.10 25.39%
0 29.4L o l1050 7] 1910 231.0 273.0 341.0 410.0
B L e L a B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69.0

14.60 14.80 15.00 15.20
5000 m/z 95.10 13.91%

29 07.0
ol )y g 1610 2040 272.0
ol i, } NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A REEREEaSS
69.0 14.60 14.80 15.00 15.20
m/z 68.10 11.91%
- JW\_J\A\WK
137.0
oL, H‘,’S.O.u. R ||t e e
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 8
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.55 ng 237475 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 83
Abundance Scan 2224 (15.168 min): BF111606.D (-2222) (-) m/z 57.10 100.00%
51.1
5000
H Iﬁlmm 194.1 228.2  2751305.2 340.1 ﬁéﬁ@ﬁﬁﬁh”'
Y 5 N4 B O P S ML 2 /P S m/z 43.10 66.49%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 U S DA BRI B B
mmmmmmmm
99.0 m/z 71.10 55.86%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #83029: Tridecane, 7-propyl-
43.0
14,80 15.00 15.20 15.40
5000 85.0 m/z 85.10 49.12%
‘ } 140.0
183.0
U 'tf'l ”'%“" '|"JM |??qq| Y DA DAL
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L LI L L L N BN B
57.0 14.80 15.00 15.20 15.40
m/z 41.10 24 .23%
5000
99.0
ol L. ].i | | ; 1420 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.59 ng 172866 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2270 (15.439 min): BF111606.D ( 2268) (-) m/z 252.10 100.00%

5000

15.20 15.40 15.60 15.80
m/z 250.05  25.39%

4 199.0224-1 298.1 336.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

158.2

Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.05 23.92%
125.0

39.0 74.0 99.0 150.0 198.0224.0

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene
252.0
R EER RS SRR e L S
15.20 15.40 15.60 15.80
5000 m/z 126.00 16.99%
126.0
0390 74.0 100.0, | 163.0 19802240 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene
252.0 15.20 15.40 15.60 15.80
m/z 125.00 11.49%
5000
126.0
39.0 7401000 | 1510 198,0224.0 H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111606.D

Aca On : 19 Dec 2018 22:39

Operator : JU/SJ

ﬁ?ggle i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 6.75 ng 451169 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2367 (16.010 min): BF111606.D (-2362) (-) m/z 57.10 100.00%
57.1 q
5000
99. LRI SRR SRR SUNIURA B
1411 15.60 15.80 16.00 16.20 16.40
o ,I ) ’ ll Loy 18222112 25822871 33913704 | hur 43,10 64.64%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR DAL DU SRR B
15. 60 15. 80 16. 00 16. 20 16 40
m/z 71.10 62.26%
JLZ0L Ly 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl-
57.0
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 41.74%
99.0
ol l | .J | 4 1410 1830 2?0680 3080 3520
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane T T T
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 21.82%
- NAvwwﬂ/\W\*dw/\K“MWW¢Mvm~ﬂPJ
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1560 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121918\

Data File : BF111606.D

Acq On : 19 Dec 2018 22:39

Operator : JU/SJ

3?22'6 i J6322-21 SUP-6-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 2.22 14.9 ng 877245 1 6.89 1178840 20.0
3-Penten-2-one, 4... 4.50 2.1 ng 123793 1 6.89 1178840 20.0
2-Pentanone, 4-hy... 5.12 5.3 ng 309442 1 6.89 1178840 20.0
unknown6 .66 6.66 86.7 ng 5109710 1 6.89 1178840 20.0
n-Hexadecanoic acid 11.94 8.6 ng 687422 4 11.41 1602870 20.0
Octadecanoic acid 12.72 5.2 ng 414845 4 11.41 1602870 20.0
1-Heneicosyl formate 13.89 3.3 ng 269047 5 14.04 1627910 20.0
Supraene 14.91 3.3 ng 220162 6 15.52 1336460 20.0
Octacosane 15.17 3.5 ng 237475 6 15.52 1336460 20.0
Benzo[e]pyrene 15.44 2.6 ng 172866 6 15.52 1336460 20.0
Eicosane 16.01 6.8 ng 451169 6 15.52 1336460 20.0
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