LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\

Data File : BG036718.D

Aca On : 14 Sep 2018 23:17 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : J4892-04 C-MW-09-091118

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA 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
1 5.620 389 397 405 rBV 398736 632728 15.34% 3.054%
2 7.201 660 666 677 rBV 248678 440429 10.68% 2.126%
3 7.583 723 731 739 rBV 723066 1249204 30.29% 6.030%
4 8.047 804 810 817 rBV 186874 324444 7.87% 1.566%
5 8.376 858 866 874 rVB 662197 1173020 28.44% 5.663%

9.210 999 1008 1016 rBV 602284 1074452 26.05% 5.187%
10.856 1279 1288 1298 rBVY 272820 484005 11.73% 2.337%
13.300 1696 1704 1713 rBV 1742663 2679576 64.97% 12.935%
14.122 1837 1844 1849 rBV 243683 343651 8.33% 1.659%
14.675 1930 1938 1947 rBV2 448575 741958 17.99% 3.582%

=
QO ~NO®

11 16.161 2182 2191 2206 rBV 1527369 2352658 57.04% 11.357%
12 17.418 2398 2405 2412 rBV2 646627 993968 24.10% 4._.798%
13 19.569 2767 2771 2777 rBV6 21016 41681 1.01% 0.201%
14 20.021 2842 2848 2855 rBV 3070120 4124534 100.00% 19.911%
15 21.331 3066 3071 3077 rBV 500323 658378 15.96% 3.178%

16 21.678 3124 3130 3138 rBV 655185 1057038 25.63% 5.103%
17 21.878 3159 3164 3168 rBV 42794 64308 1.56% 0.310%
18 22.489 3262 3268 3282 rVB 381637 651493 15.80% 3.145%
19 23.171 3378 3384 3393 rBV2 78496 149318 3.62% 0.721%
20 23.359 3411 3416 3422 rVB2 29905 60039 1.46% 0.290%

21 23.970 3514 3520 3529 rBV2 66613 143490 3.48% 0.693%
22 24.886 3665 3676 3688 rBV 391518 1181953 28.66% 5.706%
23 26.038 3865 3872 3881 rVB5 33008 92630 2.25% 0.447%

Sum of corrected areas: 20714955
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

- BG036718.D

: 14 Sep 2018 23:17

= JU/SJ

- J4892-04 C-MW-09-091118
- 10 Sample Multiplier: 1

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

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036718.D

7.58
8.38 921

|

7.20 10.86

8.05

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.

00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036718.D
20,02

13.30
16.16

21.68

17.42
21.33

14.67 22.49

14.12

21.88

19.57

0
Time-->

L ——
LN A A s e O N B N B L B N B L B B B B N B B B B

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
3000000

2500000

2000000

1500000

1000000

500000

AR

TIC: BG036718.D

24.89

A

23339 36

23.97 26.04

0

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\BG091418\

Data File : BG036718.D

Aca On : 14 Sep 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J4892-04 C-MW-09-091118
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 77.01 ng 1249200 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 731 (7.583 min): BG036718.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sz || o 75 Tk 7o 7k 860
Obrrprrrrprrer et e e i 2 e e b || M/Z 68.10  47.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 A LS UL LR
7.20 7.40 7.60 7.80 8.00
104.0 m/z 134.10 33.02%
ol 140 270 390 510 660770 590 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.30%
69.0
57.0
390 H ‘ 89.0 103.0
0"P'“I”'W'“jm“mwﬁ'W'“'P'”I“'W'““PW“IE§2'”W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.36%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T A UL UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036718.D

Aca On : 14 Sep 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J4892-04 C-MW-09-091118
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown21.33 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.33 12.46 ng 658378 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 38
2 2-Ethvlhexvl hvdroaen maleate 228 C12H2004 002370-71-0 30
3 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 27
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 27
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 27
Abundance Scan 3071 (21.331 min): BG036718.D (-3066) (-) m/z 57.15 100.00%

57.1
5000 112.2
239.3

84.0 : LA LI L B R
21. 00 21. 20 21. 40 21. 60

157.1
o Al 201802 L PTL2 | 327.03849 0 o743 10 58.89%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #211316: Oxalic acid, 2-ethylhexy! tetradecy! ester
571.0

5000 LA L L L L L LB L L L
21. 00 21. 20 21. 40 21. 60
112.0 m/z 70.10 57 .65%
29.0 8.0 241.0 0
Ll | 1570 ass0
0 B e e e  FILEN B o s s e o o o
m/z--> 50 100 150 200 250 300 350
Abundance #84046: 2-Ethylhexyl hydrogen maleate
57.0
T T T T R
21.00 21. 20 21. 40 21.60
5000 m/z 71.10 57.62%
117.0
26.0 84.0
ol Lo sosmsonze
m/z--> 50 100 150 200 250 300 350
Abundance #4438: 1-Butanol, 2-ethyl- P T R T
43.0 21. 00 21. 20 21. 40 21. 60

m/z 112.20 46.71%

5000 70.0 /\;
ola0l | x} 1| |1010

m/z--> 50 100 150 200 250 300 350 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036718.D

Aca On : 14 Sep 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J4892-04 C-MW-09-091118
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown22.49 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.49 12.33 ng 651493 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 35
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 35
3 1-Decanol. 2-ethvl- 186 C12H260 021078-65-9 30
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 27
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 27
Abundance Scan 3268 (22.489 min): BG036718.D (-3262) (-) m/z 57.10 100.00%
51.1
5000 112.2 f\
85.1 T T T T
267.3
22120 22.40 22.60 22.80
.1185.2
o L. 1o711852 2212 | peo2 3411 STT1T507 62.61%
m/z--> 50 100 150 200 250 300 350
Abundance #48869: Undecane, 4,6-dimethyl-
51.0
5000 LI B SULL I IR
22.20 22.40 22.60 22.80
29.0 85.0 m/z 43.10 61.41%
| | | 11301410
0= J'”ll'!"'ﬁj' — '}gﬁol" NN UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance #7634: Hexane, 3,3-dimethyl-
43.0
71.0 2220 22.40 22.60 22.80
5000 m/z 70.10 50.12%
0¥59H '|\'! "?%O" RS UL UL SR S B
m/z--> 50 100 150 200 250 300 350
Abundance #50322: 1-Decanoal, 2-ethyl- A
57.0 22,20 22.40 22.60 22.80
m/z 112.15 45_.18%
5000
29.0 85.0
0 mw”M“#”B%mM
m/z--> 50 100 150 200 250 300 350 2220 22.40 22.60 22.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091418\
BGO36718.D

14 Sep 2018 23:17

Ju/sJ

J4892-04

C-MW-09-091118

10 Sample Multiplier: 1

= 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

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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.17 2.83 ng 149318 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Docosane 310 C22H46 000629-97-0 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 83

Abundance Scan 3384 (23.171 min): BG036718.D (-3378) (-) m/z 57.10 100.00%
57.1
5000 ¥A¢Mﬂdw~*ﬂﬂﬂ~j\WNNJVWTNNM~N”
lez 22150 2300 2320 2340
1412 - - - -
ol b hl iy 242 122 2253 as11 a1 | R PSS
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 ARABRAUNAUNAB A BARER B
22'80 23.00 23.20 23.40
99.0 m/z 43.10 54 .54%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.20 42 _.36%
27,0 ‘990 141.0
oo d (17, 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R R  Eaaa=
57.0 22.80 23.00 23.20 23.40
m/z 55.10 23.51%
- wmhmvﬂwwvbwqdﬁ\wAJJVWJVANJN
99.0
0l270 | | ||, 1410 1830 2250 267.0 310.0
m/z--> 50 100 150 200 250 300 350 ' 22.80 23.00 2320 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\

Data File : BG036718.D

Acg On : 14 Sep 2018 23:17

Operator : JU/SJ

ﬁ?ggle i J4892-04 C-MW-09-091118
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
unknown7 .58 7.58 77.0 ng 1249200 1 8.05 324444 20.0
unknown21 .33 21.33 12.5 ng 658378 5 21.68 1057040 20.0
unknown22 .49 22.49 12.3 ng 651493 5 21.68 1057040 20.0
Octacosane 23.17 2.8 ng 149318 5 21.68 1057040 20.0
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