LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF022218\
Data File : BF103166.D
Aca On : 22 Feb 2018 17:03 Instrument :
Operator : SJ/JU E?Afs el
- _ lentosampleld :
3?22'6 : J1640-01 2-2-DENSE-GRADE-AGG-RCA
ALS Vial : 5 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-BF022218.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 2.151 6 11 20 rvB 818228 1078306 14.82% 3.165%
2 3.610 254 259 271 rVB 115982 185167 2.55% 0.543%
3 4.492 401 409 412 rBVY 3934034 6050352 83.17% 17.758%
4 5.122 507 516 519 rBVY 3749773 7274987 100.00% 21.353%
5 5.492 576 579 586 rBV 84245 95051 1.31% 0.279%
6 6.110 681 684 691 rBV 98168 101416 1.39% 0.298%
7 6.498 746 750 762 rBVY 1235538 1218808 16.75% 3.577%
8 6.639 770 774 778 rBV 309649 264985 3.64% 0.778%
9 6.869 809 813 817 rBV 1243217 999618 13.74% 2.934%
10 7.028 835 840 843 rBVY 2369543 2170445 29.83% 6.370%

11 7.192 865 868 875 rvB 137861 111388 1.53% 0.327%
12 7.433 904 909 912 rBV 1947961 1802916 24.78% 5.292%
13 8.151 1027 1031 1047 rVB 1475017 1367465 18.80% 4.014%
14 9.227 1209 1214 1217 rBV 3267031 2865485 39.39%% 8.410%
15 9.616 1277 1280 1288 rVB 266606 270239 3.71% 0.793%

16 9.827 1309 1316 1321 rBV 165123 145036 1.99% 0.426%
17 9.910 1326 1330 1334 rBV 1559698 1338224 18.39% 3.928%
18 10.327 1394 1401 1404 rBV2 196527 262313 3.61% 0.770%
19 10.798 1478 1481 1486 rBV 113878 138994 1.91% 0.408%
20 11.398 1579 1583 1586 rBV 1222405 1142010 15.70% 3.352%

21 11.421 1586 1587 1593 rVV 275968 176941 2.43% 0.519%
22 12.615 1786 1790 1793 rBV 297409 269693 3.71% 0.792%
23 12.845 1823 1829 1835 rBV 285157 319365 4_.39% 0.937%
24 12.980 1847 1852 1856 rBV 1930747 1826164 25.10% 5.360%

25 13.862 2000 2002 2005 rBV3 94249 90713 1.25% 0.266%
26 13.904 2006 2009 2013 rVB2 76431 86552 1.19% 0.254%
27 14.045 2028 2033 2036 rBV2 863448 895797 12.31% 2.629%
28 14.068 2036 2037 2040 rVB 141353 91160 1.25% 0.268%

29 14.886 2173 2176 2184 rVB 149511 168191 2.31% 0.494%
30 15.104 2209 2213 2215 rBV 142021 198049 2.72% 0.581%

31 15.474 2273 2276 2281 rVB 125398 152358 2.09% 0.447%
32 15.539 2282 2287 2298 rVV 607948 912520 12.54% 2.678%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 >-2-DENSE-GRADE-AGG-RCA
ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 34070708
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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\BF022218\

BF103166.D

22 Feb 2018 17:03

SJ3/JU

J1640-01 >-2-DENSE-GRADE-AGG-RCA
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000
3000000
2500000
2000000
1500000
1000000}, 15

500000

TIC: BF103166.D

49 512

7.03

7.43

0
Time-->

1
4.50

T
5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.15

TIC: BF103166.D

9.23

12.98

9.91
11.40

9.62 42 12.6212.84

62 g 1

Time-->

A
LN B S B R B N B S R B SR B B BN B S B

10.00 10.50 11.00 11.50

12.00 12.50 13.00

T T
9.50 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF103166.D

14.04

15.54

14.8915.10

15.

1

Time-->

18.00 18.50 19.00

4.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 21.57 ng 1078310 1,4-Dichlorobenzene-d4 6.87
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF103166.D (-6) (-) m/z 72.95 100.00%

73
5000 43
55
87

37| 65 | 95 220 230 240 2.50 2.60
S/ 1 NN PR - 5 IS N — m/z 43.00 42_41%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-

73

5000 R RRRREI LSS L e
2.20 2.30 2.40 2.50 2.60

43 55 87 m/z 55.00 30.90%

29 ‘
: ...u‘.??.‘........ T . —
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 41 55 m/z 87.00 22.99%
29
47 67, 79 97 112 129
R R R o e ERAR LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R A Raaas Eas
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 13.85%

5000 43
58
L] \

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.61 3.70 ng 185167 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 37
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 17
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 259 (3.610 min): BF103166.D (-254) (-) m/z 43.00 100.00%
43
5000
83 0 340 3.60 3.80 4.00
55 3.20 3.40 3.60 3.80 4.00
et g L B Tm/z 83.00 11.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43
5000 R RN UL UL I
320 3.40 3.60 3.80 4.00
m/z 38.95 9.92%
®» 5 8 98
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43
3.20 3.40 3.60 3.80 4.00
5000 m/z 54.95 6.49%
55
15 21 37 g9 65 71 77 83 98
miz--> 0 2 30 40 50 60 70 8 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl-
43 3.20 3.40 3.60 3.80 4.00
m/z 41.00 4.87%
5000
27
37| 49 D 61 67 77 83 %
m/z--> 10 20 30 4'0 50 60 70 80 90 100 320 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.49 121.05 ng 6050350 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 409 (4.492 min): BF103166.D (-401) (-) m/z 54.95 100.00%
55
5000
43 98
R L R R
50 420 4.40 4.60 4.80
..,....,....,..?7:|i....;'..:.,6.2.‘?7.,...77.,....,....,...., m/z 83.00 92.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
\
5000 29 98 420 4.40 4.60 4.80
m/z 42.95 38.01%
24“‘ 87| 50| 6267 77 | 92
mz-> 10 20 30 40 50 60 70 8 90 100 |
Abundance
83
% R L R R
43 420 4.40 4.60 4.80
5000 m/z 98.00 32 .54%
29
98
37 50 62 69
mz-> 10 20 30 40 50 60 70 8 90 100 |
Abundance #3363: 2-Pentene, 2,4-dimethyl- -
55 83 420 4.40 4.60 4.80
m/z 38.95 25.75%
5000 41
27 o7 %
e A N 2 [~ N O LA
mz-> 10 20 30 40 50 60 70 8 90 100 | 420 440 460 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.12 145.56 ng 7274990 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 516 (5.122 min): BF103166.D (-507) (-) m/z 43.00 100.00%
43
59
5000
ot 480 5.00 520 540
..,....,....,...37.',':...,??4.,...‘??...7?,5.‘~3...,...=,|....,. m/z 59.00 65.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L I
59 480 500 520 540
m/z 100.95 19.56%
25 3 37 | 83 g3 0%
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 57.95 18.51%
a1 101
15 31 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B
59 4.80 500 5.20 5.40
m/z 41.00 9.10%
5000
41
29 101
U |"JHN""“*‘”"|??¢*i ""|??"|"8§'|""|M"'|' AR SRS LR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Neopentyl glycol Concentration Rank 11

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

6.11 2.03 ng 101416 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvl alvcol 104 C5H1202 000126-30-7 83
2 Pentanal. 3-methvl- 100 C6H120 015877-57-3 38
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 37
4 2-Propenal 56 C3H40 000107-02-8 9
5 4-Heptanol 116 C7H160 000589-55-9 9

Abundance Scan 684 (6.110 min): BF103166.D (-681) (-) m/z 56.00 100.00%
56
5000 3
43
0| |49 | o 580 6.00 620 640
SNESS——— N NN - N PSSR 1 IS : A — m/z 55.00 88.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4756: Neopentyl glycol
56
73
5000 IR NS SRS RS AR
5.80 6.00 6.20 6.40
m/z 73.00 51.15%
W \ \ 67 |/, 86 105
miz--> 0 10 20 30 ' ' 60 70 80 9 100 110
Abundance
56
in 580 6.00 620 640
5000 - m/z 42.95 35.50%
71
15 50 65 82 100
N A A e N R n L
Abundance #1498: Propane, 2-cyclopropyl- RN R e e
56 5.80 6.00 6.20 6.40
41 m/z 41.00 31.55%
5000
27 o
S < 0 1 . - .
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 5

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

6.64 5.30 ng 264985 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 774 (6.639 min): BF103166.D (-770) (-) m/z 132.00 100.00%
32
5000 68
96 R I L L
40 .. 54 || 5 g7 | 103 6.40 6.60 6.80 7.00
N 1Rl NI m/z 68.00 39.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U IR I R I
6.40 6.60 6.80 7.00
78 m/z 134.00 32 .34%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.21%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 13.94%
5000
104
66
14 27 37445158 P 7T g9 97 || 115 \ A A
m/z--> 10 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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 9

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

7.19 2.23 ng 111388 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 83
3 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 59
4 2-Cvclopenten-1-one 82 C5H60 000930-30-3 52
5 Betazole 111 C5HON3 000105-20-4 38

Abundance Scan 868 (7.192 min): BF103166.D (-865) (-) m/z 82.00 100.00%
)
5000
39 54 110 .
67 o 6.80 7.00 7.20 7.40 7.60
0'”P”W'”W””w'”J”W”LI””I”W”'W””ﬁ”ﬁ”'ﬁ””P”W”'W' m/z 110.00 35.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82
A
5000 39 gy AU LS RS L
110 6.80 7.00 7.20 7.40 7.60
27 . m/z 54.00 35.79%
”W}?P”L”Jﬂ”ﬁﬂ”PJW”“ SRR AR AR LAAAS SRR RN SARRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82
6.80 7.00 7.20 7.40 7.60
5000 43 110 m/z 38.95 31.36%
54
27
67 95 122 135 150
mﬂmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1149: 1H-Pyrazole, 3-methyl-
82 6.80 7.00 7.20 7.40 7.60
m/z 53.00 11.08%
5000
- 54
42
HWEEPJM”wﬁnqﬂhpfn”” M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.83 2.17 ng 145036 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 59
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 58
Abundance Scan 1316 (9.827 min): BF103166.D (-1309) (-) m/z 57.00 100.00%

57
43
- P ]
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r

9.60 9.80 10.00 10.20
113 127
140 155 182 m/Zz 43.00 65.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43

5000 AL L L LB TTTT TTT
85 9.60 9.80 1000 1020
29 m/z 71.00 52.06%
‘ L I “ 99 113 127 141 155 169 183 197 226
e B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 a5 m/z 85.10 34 .86%
29 141
% 113 169
R s A s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48836: Nonane, 5-butyl- P T T T T T T
43 57 71 960 980 10 00 10 20

m/z 41.00 29.79%

85
5000
126
29
97
\‘ Il h g T 112 | 140 154 184

m/z--> 20 40 80 100 120 140 160 180 200 220 9.60 980 10 00 10 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.03 ng 90713 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 87
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 83

Abundance Scan 2002 (13.862 min): BF103166.D (-2000) (-) m/z 55.00 100.00%

5000
178 200 247 265 13.60 13.80 14.00 14.20
m/z 57.00 96.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
5000 TT T[T T T T[T T rrrrrrr1

13.60 13.80 14.00 14.20
m/z 43.00 91.03%

126 153168 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 83
a1 e R Eaa s
13.60 13.80 14.00 14.20
5000 m/z 83.00 77 .66%
111
26 126 153168 196 223 252 280
WW’TWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol B EERR Bam e L
55 83 13.60 13.80 14.00 14.20
m/z 69.00 69.33%
4
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103166.D

Aca On : 22 Feb 2018 17:03

Operator : SJ/JU

ﬁ?gg'e - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 3.69 ng 168191 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 80
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 53
5 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 53
Abundance Scan 2177 (14.892 min): BF103166.D (-2173) (-) m/z 69.00 100.00%
6o
41 N
88 121 149 99 271 1460 14.80 15.00 15.20
Ol by | 7178199223246 271296 328 | "m/z 81.00 52.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L BN UL SULRLE SR
14,60 14.80 15.00 15.20
41 o 137 m/z 41.00 22.88%
p b p 1 337 ] 163 101 217 245 273 209 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 68.00 13.66%
41
9% 137
117 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol I AEEREE TS
69 14.60 14.80 15.00 15.20
m/z 93.00 13.34%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF022218\

Data File : BF103166.D

Acq On > 22 Feb 2018 17:03

Operator : SJ/JU

3?22'6 - J1640-01 b2 DENSE-GRADE-AGG-RCA
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.15 21.6 ng 1078310 1 6.87 999618 20.0
4-Penten-2-one, 4... 3.61 3.7 ng 185167 1 6.87 999618 20.0
3-Penten-2-one, 4... 4.49 121.1 ng 6050350 1 6.87 999618 20.0
2-Pentanone, 4-hy... 5.12 145.6 ng 7274990 1 6.87 999618 20.0
Neopentyl glycol 6.11 2.0 ng 101416 1 6.87 999618 20.0
unknown6 .64 6.64 5.3 ng 264985 1 6.87 999618 20.0
2-Cyclohexen-1-on. .. 7.19 2.2 ng 111388 1 6.87 999618 20.0
Hexadecane 9.83 2.2 ng 145036 3 9.91 1338220 20.0
3-Eicosene, (E)- 13.86 2.0 ng 90713 5 14.04 895797 20.0
Supraene 14.89 3.7 ng 168191 6 15.54 912520 20.0
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