LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\

Data File : BG033254.D

Aca On - 20 Mar 2018 00:06 Instrument :

Operator : SJ/JU BNA_G

Sample - J1953-05 ClientSampleld :

Vi - 031418-JETT-E-D-B
isc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.498 30 36 47 rBV 108864 225924 7.60% 1.543%
2 3.587 47 51 59 rvB 66436 97870 3.29% 0.668%
3 5.802 422 428 439 rvVB2 27677 50971 1.71% 0.348%
4 6.313 506 515 523 rBV 126529 264971 8.91% 1.810%
5 6.848 600 606 619 rBV 77730 177853 5.98% 1.215%
6 7.999 796 802 819 rBV3 81594 286995 9.65% 1.960%
7 8.405 863 871 891 rBV 264907 614517 20.67% 4_.197%
8 8.892 946 954 966 rBV 97599 234030 7.87% 1.599%
9 9.227 1003 1011 1022 rBV 395646 805397 27.09% 5.501%
10 10.091 1151 1158 1173 rBvV 304928 728876 24.51% 4_.979%

11 11.777 1436 1445 1462 rBV 149679 340067 11.44% 2.323%
12 14.139 1840 1847 1860 rBV 1050463 1827157 61.45% 12.480%
13 14.932 1972 1982 1997 rVB 63819 121389 4.08% 0.829%
14 15.338 2045 2051 2057 rBV2 42423 63879 2.15% 0.436%
15 15.508 2074 2080 2091 rBV2 309145 539364 18.14% 3.684%

16 16.272 2206 2210 2215 rVB 76059 100025 3.36% 0.683%
17 16.671 2271 2278 2283 rBV5 20622 42184 1.42% 0.288%
18 16.724 2283 2287 2291 rVB 68793 85693 2.88% 0.585%
19 16.983 2324 2331 2344 rBV 652572 1154993 38.84% 7.889%
20 17.130 2351 2356 2365 rVB 66867 126312 4._.25% 0.863%

21 17.429 2402 2407 2411 rBV2 21069 32223 1.08% 0.220%
22 17.576 2426 2432 2437 rVB4 15569 34086 1.15% 0.233%
23 17.917 2486 2490 2495 rBV2 42885 57321 1.93% 0.392%
24 18.240 2538 2545 2556 rBV 466118 800724 26.93% 5.469%
25 18.328 2557 2560 2568 rVB7 15238 30897 1.04% 0.211%
26 18.916 2653 2660 2664 rBV5 43433 68587 2.31% 0.468%
27 19.039 2675 2681 2691 rBV 231918 364731 12.27% 2.491%
28 20.155 2865 2871 2876 rBV9 27561 56265 1.89% 0.384%
29 20.267 2886 2890 2894 rBV2 39888 52307 1.76% 0.357%

30 20.761 2967 2974 2984 rBV 2160118 2973385 100.00% 20.310%

31 22.106 3197 3203 3217 rBV2 149674 285100 9.59% 1.947%
32 22.594 3278 3286 3302 rVB 470280 900147 30.27% 6.148%
33 24.486 3600 3608 3617 rBV 115007 251703 8.47% 1.719%
34 26.389 3921 3932 3947 rBV3 245432 844323 28.40% 5.767%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

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

Method
Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 14640266
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D
Aca On - 20 Mar 2018 00:06
Operator : SJ/JU
Sample : J1953-05
Misc :
ALS Vial : 10 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033254.D
2000000
1500000
1000000
500000 0.93
8.40 10.09
3 6.31 11.78
. 89 5.80 6.85 8.00 8.89
Time--> 3.%0 4.60 4.%0 5.60 5.%0 6.|00 6.|50 7.'00 7.50 8.|00 8.50 9.'00 950 10.00 10.50 11.00 11.50 12.00 12.'50 !
Abundance TIC: BG033254.D
20.76
2000000
1500000
14.14
1000000
16.98
500000 18.24 22.59
e 19.04 22.11
L wwed  srepbsmesehe uk e | P
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033254.D
2000000
1500000
1000000
500000
26.39
24.49 Jg_
0 N\
Time--> 23.'00 23.50 24.00 24.50 25.00 25.50 26.|00 26.|50 27.'00 27.'50 28.|00 28.|50 29.'00 29.'50 30.'00 30.'50 31.'00 31.'50 32.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.59 8.36 ng 97870 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 42
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32

Abundance Scan 52 (3.592 min): BG033254.D (-47) (-) m/z 73.00 100.00%
7B
5000 43
55 87
| 133 340 360 380 4.00
Obrrrrr et et et et e e o || M7z 43.00 40, 75%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L R N
43 340 360 380 4.00
55 87 m/z 87.00 32.29%
29
0|'“'w'“m'““mj“|“L'w'“J”'?q'“l“'w'”'w'“l“'w'“'v
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73
43 340 360 380 400
5000 87 m/z 55.00 27.77%
27 55
ol 18 101 115
Twwmmﬁrmwmwmr
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4—Trimethy|—3—pentano| LA L B L B L B
7B 340 360 380 4.00
87 m/z 45.00 13.46%
5000 41 55
29 ‘
o L \‘\ oo so | 97 12 19
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 9

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

5.80 4_.36 ng 50971 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Diacetamide 101 C4H7NO2 000625-77-4 38
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 38
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 428 (5.802 min): BG033254.D (-422) (-) m/z 43.00 100.00%
43
59
5000
s o 1‘|’1 540 560 580 6.00 6.20
ot e m/z 59.00 57.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SN RS RS SRR
540 5.60 5.80 6.00 6.20
59 m/z 58.00 15.38%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
540 5.60 5.80 6.00 6.20
5000 m/z 101.10 14 .68%
a1 101
o 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R A REEERE RS
43 540 5.60 5.80 6.00 6.20

m/z 41.00 8.58%

5000 59
73

101
28 37 ||| 51 || 67 79 86 \

O b R e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Ethanol, 2-butoxy- Concentration Rank 4

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

6.85 15.20 ng 177853 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 59
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 28
4 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 22
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 17

Abundance Scan 606 (6.848 min): BG033254.D (-600) (-) m/z 57.00 100.00%
g7 ﬁ
5000
817 505 6.60 6.80 7.00 7.20
0 s m/z 45.00 38.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8822: Ethanol, 2-butoxy-
57
5000 RSN U A R A
29 6.60 6.80 7.00 7.20
‘ 87 m/z 41.00 33.93%
Ol“H“U'NJW%%Q' N S DU DAL LI SN SO U
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 87.10 16.38%
29
87
L O S L WL WL S B I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4469: 3,3-Dimethylbutane-2-ol
57 6.60 6.80 7.00 7.20
m/z 56.00 9.62%
5000
87
29 ‘
0|"“"'|""|""'|""|'"'l""l""l"''|""|""|'
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 unknown8.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.40 52.52 ng 614517 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 870 (8.399 min): BG033254.D (-863) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 49.08%

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 P | T
8.00 8.20 8.40 8.60 8.80

51 78 m/z 66.00 35.67%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 30.77%

ol 15 28 39 82 8 7m0 14 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R E ey L
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 24 .20%

5000
57 69 76
“ ‘ 89 103
MH Ll |y 1l [N ‘\ | \H 115
o L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.37 ng 63879 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Dodecane 170 C12H26 000112-40-3 80
Abundance Scan 2051 (15.338 min): BG033254.D (-2045) (-) m/z 56.95 100.00%
57
5000
4 85
113 15.00 15.20 15.40 15.60
o...,....l,'...l,..'..,'!...",..:'.,.-..l.f‘.l.l.“?s.... o | m/Z 43.00  80.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000 L AR BRI SUMILE B
85 15.00 15.20 15.40 15.60
4 m/z 71.00 49.90%
0 ‘ H g 1}3 141 169184 212
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
57
15.00 15.20 15.40 15.60
5000 A 85 m/z 85.10 33.92%
o 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane
57 15.00 15.20 15.40 15.60
m/z 40.95 33.31%
5000 4 g5
ol 2 J Lo, 13 141 169 226
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 360 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.27 3.71 ng 100025 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 81
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 72
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2210 (16.272 min): BG033254.D (-2206) (-) m/z 57.00 100.00%
57
5000
85
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
149 16.00 16.20 16.40 16.60
113
oﬁ—rw,J.'..l.J, b T2 M8 Tz 43.00  61.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83024: Hexadecane
57
5000 AR SR BN B
85 16.00 16.20 16.40 16.60
29 m/z 71.00 41.50%
0 “‘ I “ \‘\ | | 1:‘!'3 141 169 226
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 85.05 32.97%
85
29
o 113 169 211 206
miz-> 50 100 150 200 250 300 350 400
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 16.00 16.20 16.40 16.60
m/z 41.00 32.28%
5000 85
29 113
0"""lh"""l"''|""|""| U DAY DR UL AN SRR BN BN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Triethyl citrate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.72 3.18 ng 85693 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 53
4 3-Chloro2-fluorobenzoic acid. 3-... 342 C19H28CIF02 1000338-63-8 38
5 3-Chloro2-fluorobenzoic acid, 4-... 356 C20H30CIFO2 1000338-64-4 38
Abundance Scan 2286 (16.718 min): BG033254.D (-2283) (-) m/z 157.00 100.00%
187
5000
115
s 129 203 16.40 16.60 16.80 17.00
69 87 . . . .
o...,....,|...:'i..'..,:-l:..l?.l.l.,....1,4.3?. e |22 e m/z 115.00  34.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
A
29 L BRI B e
2000 115 16.|4O 16.|60 16.I80 17.'00 '
43 203 m/z 43.00 17.34%
ol15 1 J 69 87,4 | 129943 185 231 277
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157
16.40 16.60 16.80 17.00
5000 43 115 m/z 111.00 11.06%
87
73
o 59 0 B 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene
157 16.40 16.60 16.80 17.00
m/z 202.95 9.28%
5000
s 7 ap P g A
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.13 3.15 ng 126312 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexadecane 226 C16H34 000544-76-3 53
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 53
Abundance Scan 2356 (17.130 min): BG033254.D (-2351) (-) m/z 57.00 100.00%
57
5000 85
3 113 155 183 236 16.80 17.00 17.20 17.40
Obrrrrrralber bl o oo o 207 70298 34 Twsz 43.00  78.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane
57
5000 85 RN IR BN SRR
mmﬂmﬂmﬂm
29 m/z 71.05 64 .50%
0 \‘ L ‘\ \‘ S :!-3 141 169 198
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 2é0 3(')0 32'0 '
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 85.10 46 .35%
o 39 1z 82 505 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane L BEE L R
57 16.80 17.00 17.20 17.40
m/z 41.00 35.22%
5000 85
29
0 L 118 141 169 212
m/z--> %&eb%mmmmmmmmnmmm%MMﬁ' 1&mmmnmﬁo'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.04 9.11ng 364731  Phenanthrene-d10 18.24
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 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2681 (19.039 min): BG033254.D (-2675) (-) m/z 73.00 100.00%
5000 &
18.80 19.00 19.20 19.40
0 m/z 60.00 88.44Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60
5000 129 RN S SR SN B
18 80 19. 00 19. 20 19. 40
H 157185213 256 m/z 43.00 84.06%
0||4|\|H‘\h H“ﬂh#‘q\?\\ \ ....‘l.‘.‘..|‘....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 "' 18:80 19.00 19.20 1040
5000 129 m/z 57.00 81.33%
171
97 214
O ...}ﬁ%. L AL UL UL UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid R e A
4| 78 18.80 19.00 19.20 19.40
m/z 55.00 80.36%
5000 129
241 284
oL di \,H\,Ji}in”,,}sz ,Lf‘??,‘, I
m/z--> 50 100 150 200 250 300 350 400 1880 1900 1920 1940
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.11 6.33 ng 285100 Chrysene-di12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 3204 (22.112 min): BG033254.D (-3197) (-) m/z 55.00 100.00%
g5 g3
5000 %
111
139 206 21.80 22.00 22.20 22.40
ol 63181 249 281 326 355 /7 5695 98 170
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 i NSNS ISR R
21.80 22.00 22.20 22.40
m/z 43.05 97.82%
29 139
oLl \“ Ll Jy , 167 195 222 250 280 308 336
m/z--> §o 160 1éo 260 2éo 360 3%0
Abundance
55 83
21.80 22.00 22.20 22.40
5000 111 m/z 83.00 83.26%
29
o 139 167 196 238 266 204
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.80 22.00 22.20 22.40
97 m/z 69.05 80.78%
5000
29 125
ol Ll ddl7g | | | 154 196 224 251269 390
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 3&1,0 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033254.D

Aca On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample : J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Supraene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2449 5.59ng 251703 Chrysene-d12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraene 410 C30HS0 007683-64-9 90

2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87

3 Saualene 410 C30H50 000111-02-4 86
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 052475-89-5 59
Abundance Scan 3609 (24.492 min): BG033254.D (-3600) (-) m/z 69.00 100.00%

5000

—

Pah Ul

24.20 24.40 24.60 24.80

%5 123149, 1,

175203 341
0 231 2% ATS_ 524 m/z 81.00 54.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69
5000 |'|J|-/\||||||||||||||||||
24.20 24.40 24.60 24.80
41 o5 m/z 40.95 23.63%
o o ‘M“u d 163191217245273299 341367 410
e e e A e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
4 24.20 24.40 24.60 24.80
5000 m/z 95.00 16.15%

O e B T i o o L I o o LA e e o S R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215929: Squalene

69
5000
41
o5 137
ol budii, | 163191217244273290 341367 410
L I B L L A B e e e B R I I o o

m/z--> 50 100 150 200 250 300 350 400 450 500

i

24.20 24.40 24.60 24.80

m/z 68.00 15.57%

-

24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031918\
Data File : BG033254.D

Acq On : 20 Mar 2018 00:06

Operator : SJ/JU

Sample - J1953-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.59 8.4 ng 97870 1 8.89 234030 20.0
2-Pentanone, 4-hy... 5.80 4.4 ng 50971 1 8.89 234030 20.0
Ethanol, 2-butoxy- 6.85 15.2 ng 177853 1 8.89 234030 20.0
unknown8 .40 8.40 52.5 ng 614517 1 8.89 234030 20.0
Pentadecane 15.34 2.4 ng 63879 3 15.51 539364 20.0
Hexadecane 16.27 3.7 ng 100025 3 15.51 539364 20.0
Triethyl citrate 16.72 3.2 ng 85693 3 15.51 539364 20.0
Tetradecane 17.13 3.1 ng 126312 4 18.24 800724 20.0
n-Hexadecanoic acid 19.04 9.1 ng 364731 4 18.24 800724 20.0
n-Tetracosanol-1 22.11 6.3 ng 285100 5 22.59 900147 20.0
Supraene 24.49 5.6 ng 251703 5 22.59 900147 20.0
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