LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

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 - 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-BG060718 .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 5.174 316 321 327 rBV2 50304 77694 2.74% 0.585%
2 5.638 393 400 410 rBV 510673 832259 29.39% 6.263%
3 7.224 663 670 685 rBV 587857 1010163 35.67% 7.602%
4 7.600 725 734 744 rBV 512290 904321 31.93% 6.805%
5 8.064 805 813 820 rBV 97585 169514 5.99% 1.276%

8.387 861 868 877 rBv2 363030 631801 22.31% 4._.755%
9.222 999 1010 1018 rBV 322569 588467 20.78% 4.428%
10.866 1281 1290 1301 rVB 138571 244040 8.62% 1.837%
13.310 1698 1706 1715 rBV 947612 1510868 53.35% 11.370%
14.127 1839 1845 1854 rBV 106023 159637 5.64% 1.201%

=
QO ~NO®

11 14.685 1931 1940 1948 rBV2 266343 435220 15.37% 3.275%
12 16.165 2185 2192 2201 rBV 943192 1462786 51.65% 11.008%
13 17.428 2400 2407 2414 rBV 395904 613892 21.68% 4.620%
14 18.309 2550 2557 2563 rBV2 94080 132935 4.69% 1.000%
15 20.030 2843 2850 2859 rBV 2201781 2832067 100.00% 21.313%

16 21.323 3066 3070 3083 rBV2 86699 145946 5.15% 1.098%
17 21.693 3125 3133 3142 rBV 427941 710290 25.08% 5.345%

18 23.367 3413 3418 3427 rVB2 81755 156163 5.51% 1.175%
19 24.912 3671 3681 3694 rVB2 237576 670198 23.66% 5.044%

Sum of corrected areas: 13288261
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D
Aca On : 30 Jun 2018 3:13
Operator : JU/SJ
Sample - J3774-02
Misc :
ALS Vial : 10 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG060718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG035524.D
2000000
1500000
1000000
7.22
5.64 7.60
500000
8.39 9.22
R e L .
Time--> 3.%0 4.50 4.%0 5.50 5.%0 6.50 6.|50 7.'00 7.'50 8.|00 8.50 9.'00 9.50 10.'00 10.'50 11.'00 11.'50 12.'00 12.'50 !
Abundance TIC: BG035524.D
20,03
2000000
1500000
1000000{ 13.31 16.17
500000 17.43 21.69
14.68
14.13 18.31 21.32
O T o S L T T L T T o T o L e
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: BG035524.D
2000000
1500000
1000000
500000
24.91
23.37
O A B A A B N LA o S B A B S
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\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 9.17 ng 77694 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 43
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 40
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37

Abundance Scan 320 (5.168 min): BG035524.D (-316) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2
y | 133 833 4.80 500 520 5.40 5.600
e e m/z 59.15 69.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A AR R
59.0 480 500 520 540 5.60
m/z 101.15 30.40%
S S N -1 S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43.0 59.0
480 500 520 540 560
5000 18.0 m/z 58.15 22.01%
28.0
LR SRR SR SURL L SR SR SULELL S SUR BN LRI SUL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
54.0 480 5.00 520 5.40 5.60
m/z 41.15 7.86%
5000 43.0
31.0
15\.0 | ‘ ‘ “ | Il 69.0 87\.0
m/z--> 10 20 30 40 50 60 70 8 9 100 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1

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

7.60 106.70 ng 904321 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 734 (7.600 min): BG035524.D (-725) (-) m/z 132.15 100.00%
13%.2
5000 68.2
40.3 ‘ %62 720 7.40 7.60 7.80 8.00
3 541 . . . . .
..,....,....,....-,".'...,!!..,.-.'-..|,..':. ??.?,..I. w2 el m/z 68.15  48.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRAARBARSSRARES REERE NS
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 66.15 34 .36%
‘ 1 H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 33.29%
33.0 44.0 105.0
56.0 700 86.0
Wﬁmﬁm’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T B b b e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.27%
5000
150 280 39.0 520 830 770 900 1040 .., |
s T o o e 1lo 1k o 1o | | 1 ke ko T b0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.33 ng 132935 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2557 (18.309 min): BG035524.D (-2550) (-) m/z 73.15 100.00%
4.2
43.3
5000 129.2 o3
o 171.3 l ZSTA 578 18.00 18.20 18.40 18.60
e L 3578 o7 60.15  75.24Y%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
70 | 167048502130 2560 m/z 43.25  67.43%
— "“l“‘” I»“II a‘““.“l | ‘ ‘ ‘ 1 I‘ —r—r I“I — T
m/z--> 50 100 150 200 250 300 350
Abundance
430 730
18.00 18.20 18.40 18.60
5000 m/z 57.20 61.09%
129.0 10 2140
101.0
m/z--> o 'éol - 160" "150" "200" "250" ' 560" ' ééo
Abundance #50051: Undecanoic acid e
60.0 18.00 18.20 18.40 18.60
m/z 55.15 55.83%
5000
29.0 129.0
87.0
186.0
.ml‘, d.m.w..n.Ff79 e
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.11 ng 145946 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3070 (21.323 min): BG035524.D (-3066) (-) m/z 83.15 100.00%
83.2
433
5000 1112
39.3 21.00 21.20 21.40 21.60
167.2 209.2
P |t S 2012831 82643551 09715 77.93%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
550 83.0
5000 111.0
21.00 21.20 21.40 21.60
m/z 69.10 76.90%
270 ) 1| | M\JL‘P3304670196022402520280030&0
m/z--> éo 160 1éo 260 250 300 3éo
Abundance
55.0 83.0
21.00 21.20 21.40 21.60
5000 111.0 m/z 57.20 76.22%
27,0 139.0167.0106.0 238.0266.0294.0
m/z--> éo 160 1éo 260 250 300 3éo
Abundance #181284: Acetic acid, chloro-, octadecy! ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 43.25 72.27%
5000
125.0
29.0] L ) 250 2070 2500 2970
m/z--> o '50 ' '160' - '1éo 200' - '250' ' "300' ' "3éo' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035524.D

Aca On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample : J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.37 4.66 ng 156163 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Farnesol isomer a 222 C15H260 1000108-92-4 87
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 Supraene 410 C30H50 007683-64-9 86
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
Abundance Scan 3419 (23.373 min): BG035524.D (-3413) (-) m/z 69.20 100.00%
69.2
5000 h/\
R
07.2137.2 23.00 23.20 23.40 23.60
189.2
- I g LTy P00 2363 2811 8413 Tn/z 81.10  54.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000 UUUNBA U SRR B
23.00 23.20 23.40 23.60
m/z 41.15 22 .57%
121.0
29.0 , | ./ 4 | | 161.0 203.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.15 15.48%
1090 g 2040
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60
m/z 68.15 14 .25%
5000
29.0
123.0
.‘.L,M“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062918\
Data File : BG035524.D

Acq On : 30 Jun 2018 3:13

Operator : JU/SJ

Sample - J3774-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_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]
2-Pentanone, 4-hy... 5.17 9.2 ng 77694 1 8.06 169514 20.0
unknown? .60 7.60 106.7 ng 904321 1 8.06 169514 20.0
n-Hexadecanoic acid 18.31 4.3 ng 132935 4 17.43 613892 20.0
Behenic alcohol 21.32 4.1 ng 145946 5 21.69 710290 20.0
Squalene 23.37 4.7 ng 156163 6 24.91 670198 20.0
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