LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59 Instrument :
Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol
3?22'6 i J4875-11 Ogﬂl&QDﬂlDB
ALS Vial : 3 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 G\METHODS\8270-BG082318 .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

5.156 313 318 326 rvVvB2 39905 65537 1.30% 0.325%
5.620 391 397 411 rBV 340259 540067 10.68% 2.681%
rBv 227764 418313 8.27% 2.076%
7.583 723 731 739 rBV 592268 1019711 20.16% 5.061%
8.053 803 811 817 rBV 202612 340796 6.74% 1.692%
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8.376 858 866 874 rBV 754673 1309646 25.90% 6.500%
9.210 1000 1008 1023 rBV 708275 1270162 25.12% 6.304%
rBv 270480 490826 9.71% 2.436%
13.299 1697 1704 1716 rBV 1872870 2988565 59.10% 14.834%
14.122 1837 1844 1853 rBV 173606 252626 5.00% 1.254%
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11 14.674 1931 1938 1948 rVB2 457638 741006 14.65% 3.678%
12 16.161 2183 2191 2206 rBV 1031663 1564220 30.93% 7.764%
13 17.418 2399 2405 2415 rBV2 619991 964380 19.07% 4.787%
14 20.027 2842 2849 2863 rBV 3656312 5057181 100.00% 25.101%
15 20.820 2981 2984 2988 rBV 49633 59584 1.18% 0.296%

16 21.331 3066 3071 3075 rBV 62457 88263 1.75% 0.438%
17 21.684 3124 3131 3150 rVB 598210 1082222 21.40% 5.372%
18 21.878 3159 3164 3170 rBV 76818 107682 2.13% 0.534%
19 22.483 3260 3267 3273 rBV2 70694 119238 2.36% 0.592%
20 23.170 3379 3384 3397 rVB 65397 130075 2.57% 0.646%

21 23.364 3410 3417 3426 rVB 174421 327131 6.47% 1.624%
22 23.975 3514 3521 3528 rBV2 52503 106209 2.10% 0.527%
23 24.892 3666 3677 3691 rBV2 279784 965397 19.09% 4.792%

24 26.043 3864 3873 3881 rBV5 27657 85162 1.68% 0.423%
25 27.389 4093 4102 4109 rBV7 15812 53067 1.05% 0.263%
Sum of corrected areas: 20147066
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG036687.D
3500000

3000000
2500000
2000000
1500000

1000000
8.38 9.21

7.58
500000
5.62 720 8.05 10.86
5.16

O T -t | NSSNSL SNSRI | UM LR NS 1 A

T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036687.D

3500000 20.03

3000000
2500000
20000001 13.30

1500000

16.16
1000000
17.42 21.68
500000 14.67

1412 i 20.82 21.33 ||21.88 2248
O S e L e S A o e B e e R

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: BG036687.D

3500000

3000000
2500000
2000000
1500000
1000000

500000 %} 36 24.89
23. LR 23,\.98 “ 26.04 27.39

T B I e e L  EARRAREEAS RERaE L L e AR

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:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.16 3.85 ng 65537 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Nonanone 142 C9H180 000821-55-6 9

Abundance Scan 319 (5.162 min): BG036687.D (-313) (-) m/z 43.10 100.00%
431
59.1
5000
1011 450 2b0 850 s 1
83.1 - : - :
o‘wﬁlu...."|,...'.,-....',|....,....,....,....,....,29?'.2. m/z 59.10 56.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A SRR RN B
59.0 480 500 520 540
0
150 1010 m/z 58.10 18.07%
pl ) . 83.0 !
G L U U U S L B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
4.80 5.00 520 5.40
5000 560 m/z 101.10 16.45%
101.0
oL 20 [l I 830
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3236: 4-Penten-2-one, 4-methyl- e e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.61%
5000
0 L 83.0 99,0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2

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

7.58 59.84 ng 1019710 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 731 (7.583 min): BG036687.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1
401 541 %.1 J 720 7.40 7.60 7.80 8.00
01 e o e i m/z 68.10 44 _45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A U UL S
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 32.82%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.10 31.09%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.29%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S A UL UL S
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

8270-BG082318.M Fri Sep 14 13:47:49 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.48 2.20 ng 119238 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Docosane 310 C22H46 000629-97-0 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 3267 (22.483 min): BG036687.D (-3260) (-) m/z 57.10 100.00%

5000

22.20 22.40 22.60 22.80
m/z 71.10 59.06%

0 131 169.2 2532 3003

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
22.20 22.40 22.60 22.80

m/z 43.05 54 _.11%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57.0
T T e T
22.20 22.40 22.60 22.80
5000 m/z 85.10 40.94%

1130 169.0 225.0 281.0  380.0

Ol e T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane

57.0 22.20 22.40 22.60 22.80
m/z 41.10 21.33%
5000

ol TP ase0 2250 3100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22. 40 22. 60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.40 ng 130075 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 3384 (23.170 min): BG036687.D (-3379) (-) m/z 57.05 100.00%
57.0
5000
I 99 1 22.80 23.00 23.20 23.40
141.2 209.1 : : : :
oAl iy 242 @ 2091 2681 sl oS As 05 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 AR BARER

22. 80 23 00 23. 20 23.40
m/z 71.10 53.25%

99.0
o2HOL L) LTI, 1410 1830 268.0
- I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T I
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.10 43.30%
99.0
0 27,0 Ll 1410 183.0 225.0 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #94354: Hexadecane, 2-methyl-
57.0 22.80 23.00 23.20 23.40
m/z 55.10 25.53%
5000
99.0 o 197.0
0 u li J %41 \240'0
...,.... .... — R R R R R
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.36 6.78 ng 327131 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
Abundance Scan 3416 (23.358 min): BG036687.D (-3410) (-) m/z 69.10 100.00%
69.1
5000 J;
07.1137.2 23.00 23.20 23.40 23.60
0 ..39.\0,". L <2 W 7 B N [y 2= -9
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 PN RS BRI SRR I
23.00 23.20 23.40 23.60
m/z 41.10 24 _70%
137.0
0 29.0“ o4 43070 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
23.00 23.20 23.40 23.60
5000 m/z 68.20 11.91%
AT 0{-033,7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0 23.00 23.20 23.40 23.60
m/z 95.10 11.84%
5000
137.0
29.0 bmyo ] 192.0 247.0 316.0
OI\JI\JIJI.‘Lli‘ll.lxul‘luwll\llIII\I‘IIII\Illlllwlllllllllll
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091318\

Data File : BG036687.D

Aca On : 13 Sep 2018 17:59

Operator : JU/SJ

ﬁ?ggle i J4875-11 091118-SIDI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.98 2.20 ng 106209 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 3522 (23.981 min): BG036687.D (-3514) (-) m/z 57.10 100.00%
57.1
5000
13.2 207.1 23.60 23.80 24.00 24.20
ob kb b 283 8861 e M/Zz 43.10  62.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000

23.60 23. 80 24.00 24.20
m/z 71.15 61.22%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.05 38.42%
130
o | 169.0 225.0 295.0 367.0
LA o A B B B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57.0 23.60 23.80 24.00 24.20
m/z 41.10 21.64%
5000

|11 )430 1690 2400

I
Tt ||||||||||||||||||||||||||||| TT T T[T I T T[T T T T[T T T [TTT LI L L L L L L B

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.60 23. 80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091318\

Data File : BG036687.D

Acq On : 13 Sep 2018 17:59

Operator : JU/SJ

3?22'6 i J4875-11 091118-SIDI-E-D-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.16 3.9 ng 65537 1 8.05 340796 20.0
unknown7 .58 7.58 59.8 ng 1019710 1 8.05 340796 20.0
Tetratetracontane 22 .48 2.2 ng 119238 5 21.68 1082220 20.0
Nonadecane 23.17 2.4 ng 130075 5 21.68 1082220 20.0
Supraene 23.36 6.8 ng 327131 6 24.89 965397 20.0
Hexacosane 23.98 2.2 ng 106209 6 24.89 965397 20.0
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