LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO71020\
Data File : BM026736.D
Aca On : 10 Jul 2020 16:24 Instrument :
Operator : JU/CG gyAﬁg el

- - lentosampleld :
3?22'6 : L3217-14 E3-41-BOILER-ROOM
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 M\METHODS\8270-BM070820 .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 4.963 346 353 369 rBY 2510749 3440766 49.64% 7 .955%
2 6.534 611 620 633 rBY 2242106 3368247 48.60% 7.788%
3 6.963 688 693 708 rBV 92874 174750 2.52% 0.404%
4 7.322 748 754 760 rBV 502138 742736 10.72% 1.717%
5 7.633 800 807 817 rBVY 2135362 3187522 45.99% 7.370%
6 8.475 942 950 961 rBVY 1652573 2710827 39.11% 6.268%
7 10.074 1216 1222 1229 rBV 584583 918243 13.25% 2.123%
8 12.592 1643 1650 1665 rVB 3548253 5089897 73.43% 11.768%
9 12.898 1696 1702 1709 rBVv4 27775 72349 1.04% 0.167%
10 13.457 1792 1797 1801 rBvV 553338 761839 10.99% 1.761%
11 13.498 1801 1804 1808 rVB 93933 122030 1.76% 0.282%
12 13.857 1861 1865 1870 rBV6 37211 73186 1.06% 0.169%
13 13.980 1881 1886 1892 rVB2 735608 1047008 15.11% 2.421%
14 14.433 1960 1963 1967 rBVv4 41588 79491 1.15% 0.184%
15 14.545 1979 1982 1988 rVB4 84679 120055 1.73% 0.278%
16 14.715 2008 2011 2014 rBVvV4 50096 79542 1.15% 0.184%
17 14.786 2020 2023 2027 rVB3 68096 82902 1.20% 0.192%

18 15.298 2106 2110 2114 rVB 276245 403418 5.82% 0.933%
19 15.492 2138 2143 2150 rVB 2788400 3922934 56.60% 9.070%
20 15.780 2187 2192 2199 rVB 1465123 2041297 29.45% 4._.720%

21 15.874 2205 2208 2211 rVB 154203 183172 2.64% 0.424%
22 16.115 2246 2249 2253 rVB2 189626 247887 3.58% 0.573%
23 16.598 2327 2331 2336 rVB 1034460 1513152 21.83% 3.499%
24 16.745 2352 2356 2361 rVB 844502 1074657 15.50% 2.485%
25 17.203 2431 2434 2439 rVB 331130 459103 6.62% 1.061%

26 17.686 2513 2516 2521 rVB 461931 589260 8.50% 1.362%
27 19.280 2784 2787 2793 rVB 231858 325749 4._70% 0.753%
28 19.409 2804 2809 2820 rVB 5689317 6931245 100.00% 16.026%
29 20.191 2940 2942 2945 rVB 152144 141419 2.04% 0.327%
30 20.715 3027 3031 3037 rVB 602450 696518 10.05% 1.610%

31 20.968 3069 3074 3081 rVB 1046672 1301064 18.77% 3.008%
32 23.032 3420 3425 3434 rVB2 799794 1348636 19.46% 3.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 43250901
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM026736.D
6000000

5000000

4000000

3000000
4.96
6.53 7.63

2000000 8.47

1000000
7.32 10.07

6.96

0 e L e o s o e o B L e e o B B LA e s o e e s

T
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026736.D

6000000 1941

5000000

4000000
12.59

15.49

3000000

2000000

1000000

20.19

12.90 135013

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026736.D
6000000

5000000
4000000
3000000

2000000
20.97

23.03
1000000 2oﬁ.71 j\
AN

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.96 4.71 ng 174750 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
3 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 38
4 _beta.-Methoxvethoxvmethvl chloride 124 C4H9CI02 003970-21-6 36
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36

Abundance Scan 693 (6.963 min): BM026736.D (-688) (-) m/z 45.05 100.00%
45
5000 5o
72
6.60 6.80 7.00 7.20
103
o‘ﬁ-wﬁ-eh...'l-..I'I.,.?‘9..,-:...,....,....,....,....,?97.. m/z 59.05  35.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 % 6.60 6.80 7.00 7.20
m/z 72.10 20.97%
I

0 18 ‘ A ‘l. ‘ll 89 194 116
A IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

45

6.60 6.80 7.00 7.20

5000 59 m/z 43.05 18.98%
29
90
15 102
O A B e R A L S E e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2105: (R)-(-)-2-Pentanol A e
45 6.60 6.80 7.00 7.20

m/z 73.05 10.71%

- ‘/\/\/J\AM\
27 73
0 15 Lol 56 | 87

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

Sample : L3217-14

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 3 Sulfurous acid, pentadecyl ... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.54 2.29 ng 120055 Acenaphthene-d10 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
2 Tritetracontane 605 C43H88 007098-21-7 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 72
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 1981 (14.539 min): BM026736.D (-1979) (-) m/z 57.10 100.00%
57
5000 133
97
160204 14.20 14.40 14.60 14.80
o} m/z 43.10 84 .73%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
5000 85 L UL UL B B
14.20 14.40 14.60 14.80
m/z 41.10 81.42%
ol L Li)} s 210
mz> 0 §o 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 55.10 58.77%
97
o 141 183 225 267 323 379 421 463 505 547 604
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane e
57 14.20 14.40 14.60 14.80
m/z 71.10 50.55%
5000
99
o265, |, 141 183 225 267 300 380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Undecane, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.30 7.71 ng 403418 Acenaphthene-d10 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 72
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 72
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 59
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 59
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
Abundance Scan 2110 (15.298 min): BM026736.D (-2106) (-) m/z 57.10 100.00%
57
5000 B ’
T o0 113 15.00 15.20 15.40 15.60
145 : : : :
et 227 5 167 183106211205230 281 st 107 A T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 A DN DU B SURRA
e 1500 15.20 1540 15.60
m/z 71.10 43.82%
29 85 113
ob 99 -°127141155169 184
mz-> 20 45 60 50 100 150 140 160 180 200 220 240 260 280
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
43 15.00 15.20 15.40 15.60
5000 - m/z 41.10 29.11%
29 85
o 99 112126140 155
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83051: Dodecane, 2-methyl-6-propy!- L LA AL B B
43 57 15.00 15.20 15.40 15.60
- m/z 85.10 21.92%
5000 85 ‘ﬂhu«vvgg’wxj\‘A~—Av_ﬂvvaA
99 140
o | | 1113 717154167182 505 206
mz-> 20 4'0 6|O 8|0 1(')0 150 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Tridecane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.78 37.99 ng 2041300 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 83
4 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 81
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72

Abundance Scan 2192 (15.780 min): BM026736.D (-2187) (-) m/z 57.10 100.00%

g7
71
43
5000
85

99 113 15.40 15.60 15.80 16.00
127141 183 : : : :
0 ,....~,'...| A A S 1P8211225239253268 | Tm/z  71.10 69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 | ANLINLINLN LU L L L L B B

15.40 15.60 15.80 16.00
m/z 43.10 62.46%

112

127141154168183197 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57
71 LU AUV
15.40 15.60 15.80 16.00
5000 43 m/z 41.10 29.84%
85
29 99 113

183
127141155169 197211225239253 268

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71405: Dodecane, 2,6,10-trimethy!- R B et T

57 15.40 15.60 15.80 16.00

71 m/z 85.10 24 .99%
so00] 43
29 85
0 || | | ?9113127141155 183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Naphthalene, 1,2,3,4-tetram... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.41 ng 183172 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 93
2 Chamazulene 184 C14H16 000529-05-5 93
3 Naphthalene. 1l-methvl-7-(l1-methv... 184 C14H16 000490-65-3 93
4 Ethanone. 1-(5-chloro-2-hvdroxy-... 184 C9H9CI02 028480-70-8 58
5 Naphthalene, 1-(1,1-dimethylethyl)- 184 C14H16 017085-91-5 53
Abundance Scan 2207 (15.868 min): BM026736.D (-2205) (-) m/z 169.10 100.00%
169
184
5000

55

153

198
216 236 252 15.60 15.80 16.00 16.20

69 83 97 115 139

0 m/z 184.10 62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48934: Naphthalene, 1,2,3,4-tetramethyl-
169 184
5000 LA L L L L L LB
15.60 15.80 16.00 16.20
0
115125141154 m/z 55.10 25.95%
0 26 39 63 77 92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
169 184
R EERERE SRR R
15.60 15.80 16.00 16.20
5000 m/z 153.10 18.85%
153
39 63 77 9o 11518
O e e e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48940: Naphthalene, 1-methyl-7-(1-methylethyl)- AR EEEEE RS
169 15.60 15.80 16.00 16.20
m/z 183.10 16.11%
184
5000
154
141
115128
LA SO s il W Y N E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16. 00 16.20

8270-BM070820-M Mon Jul 13 11:50:06 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 4,4"-Dimethylbiphenyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.61 ng 247887 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dimethvibiphenvl 182 C14H14 000613-33-2 76
2 Benzene. 1-methvl-4-(phenvimethvl)- 182 C14H14 000620-83-7 74
3 1.1°-Biphenvl. 2-ethvl- 182 C14H14 001812-51-7 72
4 Benzene. l-methvl-2-(phenvimethvl)- 182 C14H14 000713-36-0 64
5 7-Phenylbicyclo[3.2.1]octa-2,6-d... 182 Cl14H14 1000201-01-7 43
Abundance Scan 2250 (16.121 min): BM026736.D (-2246) (-) m/z 182.10 100.00%
69 167182
5000
196210 536 951 266 5gq 15.80 16.00 16.20 16.40
o} m/z 167.10 87 .73%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47319: 4,4'-Dimethylbiphenyl
182
5000 U R RN B
167 15.80 16.00 16,20 16.40
m/z 69.10 82 .34%
mz> % 40 80 'sb' "5 130 140 160 150 200 530 240 240 280
Abundance
167
182 U R BN IR B

15.80 16.00 16.20 16.40
5000 m/z 55.10 63.39%

91 152
L2 s 77 57105 08
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #47322: 1,1'-Biphenyl, 2-ethyl- T

167 15. 80 16. 00 16. 20 16. 40

182 m/z 41.10 58.04%
5000
152
5
28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.60 28.16 ng 1513150 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 87
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2331 (16.598 min): BM026736.D (-2327) (-) m/z 57.10 100.00%

g7
71
5000

16.20 16.40 16.60 16.80 17.00
m/z 71.10 68.83%

99 113
) 127141155 181 197211 226239253 267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 TT T T[T T I T [T T T T[T T TT[TT
85 16. 20 16. 40 16 60 16. 80 17. 00
m/z 43.10 56.48%
99 113127
oh J L L g | [ 141155169183197211225239253267 282
R B T R R L e aaars
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 [Trrr[rrrr[rrrrrrrorrr
71 16.20 16.40 16.60 16.80 17.00
5000{ 29 m/z 85.10 36.47%

85
183

99 113127141154 169 | 197 212

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83030: Tridecane, 6-propy!- T
43 57 16.20 16.40 16.60 16.80 17.00
71 m/z 41.10 32.25%
5000 85

%

154 183
I b \ 112 h 141777168 | 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16. 40 16 60 16. 80 17. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.20 8.54 ng 459103 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2433 (17.198 min): BM026736.D (-2431) (-) m/z 57.10 100.00%
57
5000 85 JWAM
113 0 17.00 17.20 17.40 17.60
3 J 141 181 209 16.80 17.00 17.20 17.40 17.60
0..:,.'..:”, Lo 6Ly o2 ss ey m/z 43.10 77.14%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR SRR BRI B B
16. 80 17. oo 17. 20 17.40 17.60
m/z 71.10 68.99%
. 20111 113 (141 160 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57
16.80 17.00 17.20 17.40 17.60
5000 85 m/z 85.10 43.72%
. 13 141 183 911 239 267 296 AMJLfmvuk,wruaj\mﬂwﬂudxwﬂvxvf
m/z--> 55 160 150 200 250 360 3éo
Abundance #175557: Tetracosane A B o
57 16.80 17.00 17.20 17.40 17.60
m/z 41.10 33.87%
>0 & W
29
oL ‘ “ || M 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 350 1680 1700 1720 1740 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.69 10.97 ng 589260 Phenanthrene-d10 16.74
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 2517 (17.692 min): BM026736.D (-2513) (-) m/z 43.10 100.00%
I M\/\»\,
5000
129 013
157 185 1740 17'60 17.80 18.00
0 m/z 73.10 90.91%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 8
5000 129 R B BRI U B
83 17.40 17. 60 17. 80 18 00
ol 157 1g5 213 256 m/z 41.10 82.84Y%
o S P < -
m/z--> 50 100 150 200 250 300
Abundance
43 | 13
17.'40 17.|60 17.|80 18.|00
5000 129 m/z 60.10 82.20%
171
97 214
ol_26 152 197
L (L L L L L L L
m/z--> 50 100 150 200 250 300
Abundance #95854: Pentadecanoic acid RN e e
43 7 17.40 17.60 17.80 18.00
m/z 55.10 70.47%
129 242
LT | e 7
0..‘. ‘.“l‘.‘. Iuml.‘ll\ .M“.‘..‘]]5“}.‘.‘.%.2.2.5. — R AR e
m/z--> 50 100 150 200 250 300 17.40 17.60 1780 1800
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.28 5.01 ng 325749 Chrysene-di12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 95
2 1-(4-Methviphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 87
3 9-Ethvl-10-methvlanthracene 220 C17H16 019713-49-6 64
4 Benzolbldihvdropvran. 6-hvdroxv-... 220 C14H2002 050442-70-1 53
5 3,5-Cyclohexadiene-1,2-dione, 3,... 220 C14H2002 003383-21-9 50

Abundance Scan 2787 (19.280 min): BM026736.D (-2784) (-) m/z 220.10 100.00%
»0
5000

189

19.00 19.20 19.40 19.60

101 121139 165

246263 283 317 343

(o} R e e e m/z 205.10 56.54%
m/z--> 50 100 150 200 250 300 350
Abundance #77700: Phenanthrene, 2,3,5-trimethy!-
220
5000 LA L L L L L LB LB
19.00 19.20 19.40 19.60
101 189 m/z 189.10 21.96%
0 122139 165
- T T T I T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
220
s o A ma s
19.00 19.20 19.40 19.60
5000 m/z 221.10 19.39%
105 128 03
39 7 150 178
bbbl b e A
m/z--> 50 100 150 200 250 300 350
Abundance #77697: 9-Ethyl-10-methylanthracene N B E e
205 19.00 19.20 19.40 19.60
m/z 219.15 15.62%
5000
101
oL27 5L 77 127 152 178, [] 29
- s o A ma s
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Butyl myristate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.19 2.17 ng 141419 Chrysene-di12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 50
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 43
3 Oxirane. 2.3-bis(l1-methvlethvl)-... 128 C8H160 054644-32-5 38
4 2-(Cvanomethoxv)tetrahvdropvran 141 C7H11NO2 017521-49-2 35
5 Octadecanoic acid 284 C18H3602 000057-11-4 35
Abundance Scan 2942 (20.191 min): BM026736.D (-2940) (-) m/z 56.10 100.00%
56
5000 W\AL
33 129 285 e e Emas e
109 185207 241 340 1980 2000 2020 2040 2060
o35 | 137 200, 305 7 401 sz 57.10 62.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate
56
5000 ABUUABRUNABR DR
229 19'80 20.00 20.20 20.40 20.60
m/z 43.10 58.80%
g3 129 \ 284
ol ..;tosrl, ,,zcllg,,z;sg,,|,l,,,,l,,,,l,
m/z--> 50 200 250 300 350 400
Abundance
56
19.80 20.00 20,20 20.40 20.60
5000 285 m/z 41.10 43_.76%
129 340
29 83
0 109 157 185 213 241 565 | 311 UWV\\“””V”““Jtﬁvamw«mWwwwﬂ
m/z--> 55 160 1%0 200 250 300 3éo 460
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- R RAERRREEEE T
56 19.80 20.00 20.20 20.40 20.60

m/z 73.10 34 .54%

| i

“ 95 128

o= e

m/z--> 50 100 150 200 250 300 350 400 19. 80 20. 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71020\

Data File : BM026736.D

Aca On : 10 Jul 2020 16:24

Operator : JU/CG

ﬁ?ggle i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 13 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.72 10.71 ng 696518 Chrysene-di12 20.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Cvclopentadecane 210 C15H30 000295-48-7 96
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Octadecene 252 C18H36 000112-88-9 92
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3032 (20.721 min): BM026736.D (-3027) (-) m/z 57.10 100.00%
g7
o JWA
111
139 207230 20.40 20.60 20.80 21.00
oLt dt J l A 388 (254280 308 345369 415 sz 43.10  98.65%
m/z--> 50 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
5000 AR RS
20.40 20.60 20.80 21.00
29 111 m/z 55.10 81.36%
o Jl l 1139 167 196 223 252 280
m/z--> 55 160 150 200 250 300 350 400
Abundance
55
83 20.40 20.60 20.80 21.00
5000 m/z 83.10 65.77%
29 111
139 182 210
o7
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene B Amm ma
55 20.40 20.60 20.80 21.00
o m/z 69.10 63.02%
5000
29
125
0 ) | 1538 181 308
m/z--> 5'0 100 1éo 200 250 300 350 400 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO71020\

Data File : BM026736.D

Acq On : 10 Jul 2020 16:24

Operator : JU/CG

3?22'6 i L3217-14 E3-41-BOILER-ROOM
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820.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]
Ethanol, 2-(2-eth... 6.96 4.7 ng 174750 1 7.32 742736 20.0
Sulfurous acid, p... 14.54 2.3 ng 120055 3 13.98 1047010 20.0
Undecane, 3,6-dim... 15.30 7.7 ng 403418 3 13.98 1047010 20.0
Tridecane, 5-propyl- 15.78 38.0 ng 2041300 4 16.74 1074660 20.0
Naphthalene, 1,2,... 15.87 3.4 ng 183172 4 16.74 1074660 20.0
4,4°-Dimethylbiph... 16.12 4.6 ng 247887 4 16.74 1074660 20.0
Hexadecane, 2,6,1... 16.60 28.2 ng 1513150 4 16.74 1074660 20.0
Hexacosane 17.20 8.5 ng 459103 4 16.74 1074660 20.0
n-Hexadecanoic acid 17.69 11.0 ng 589260 4 16.74 1074660 20.0
Phenanthrene, 2,3... 19.28 5.0 ng 325749 5 20.97 1301060 20.0
Butyl myristate 20.19 2.2 ng 141419 5 20.97 1301060 20.0
5-Eicosene, (E)- 20.72 10.7 ng 696518 5 20.97 1301060 20.0
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