LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 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-BG052919 .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 3.130 3 7 15 rVB 103432 214449 4 .58% 0.749%
2 3.207 15 20 34 rvVB 404193 686812 14.66% 2.399%
3 5.657 428 437 449 rBV 1330429 2117899 45.22% 7.397%
4 7.267 703 711 721 rBV 1402476 2430912 51.90% 8.490%
5 7.649 768 776 790 rBVY 1344898 2296468 49.03% 8.021%
6 8.124 848 857 869 rBV 237279 421657 9.00% 1.473%
7 8.448 904 912 922 rBV 943591 1621178 34.61% 5.662%
8 9.300 1048 1057 1069 rBV 846417 1510822 32.26% 5.277%
9 10.945 1329 1337 1344 rBV 310349 537918 11.49% 1.879%
10 13.377 1742 1751 1759 rBV 1877771 2979951 63.63% 10.408%

11 14.194 1882 1890 1896 rBV 268979 387582 8.28% 1.354%
12 14.752 1976 1985 1993 rBV2 494170 800027 17.08% 2.794%
13 16.239 2230 2238 2251 rBV 1952667 3000156 64.06% 10.478%
14 17.496 2445 2452 2461 rBV 760941 1117370 23.86% 3.903%
15 18.348 2588 2597 2608 rBV3 209264 321800 6.87% 1.124%

16 19.611 2807 2812 2818 rBV2 66195 102718 2.19% 0.359%
17 20.093 2887 2894 2900 rBV 3553997 4683458 100.00% 16.358%
18 21.374 3107 3112 3117 rBV3 82822 131857 2.82% 0.461%
19 21.773 3173 3180 3188 rBV2 791349 1315329 28.08% 4.594%

20 21.926 3202 3206 3211 rVB2 32219 48658 1.04% 0.170%
21 22.549 3307 3312 3315 rBv4 43727 78623 1.68% 0.275%
22 23.260 3428 3433 3439 rBV3 52515 97658 2.09% 0.341%
23 23.454 3460 3466 3475 rVB2 122808 241620 5.16% 0.844%
24 24.082 3568 3573 3581 rVB3 43725 94625 2.02% 0.330%
25 25.110 3735 3748 3760 rVB2 431751 1326199 28.32% 4.632%
26 26.239 3934 3940 3948 rVB5 27767 65863 1.41% 0.230%
Sum of corrected areas: 28631609
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO053019\

BG040960.D

30 May 2019 21:27

HP/JU

K3075-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

3.21
13

500000

TIC: BG040960.D

5.66 7.27 7 65

8.45

8.12

10.94

0
Time-->

350 400 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

13.

TIC: BG040960.D

17.50

14.75
14.19

18.35

191;61

20,09

21.77

21.37 2255

1.93

05
Time-->

13.00 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
3500000

3000000

2500000

2000000

1500000

1000000

500000

Ok

23%%

TIC: BG040960.D

25.11

45

24.08 26.24

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\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 32.58 ng 686812 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 21 (3.213 min): BG040960.D (-15) (-) m/z 73.00 100.00%
<}
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
o..,....,..??',':.'..,..|.~.-,..‘??,'.:..,....,....,19?..,....,....,.... m/z 43.00 41.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 HUAR VRS R USRS
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 28.69%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.00 27 .15%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 14.04%
5000
45
29
ol 39| 5 67 | 101 M
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.65 Concentration Rank 1

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

7.65 108.93 ng 2296470 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 776 (7.649 min): BG040960.D (-768) (-) m/z 132.00 100.00%
32
5000 68
0 ool Tus T Tho 7R 5bo
o N 1 . N L Y PSR- S VPR - | S m/z 68.00 49.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S A
7.40 7.60 7.80 8.00
31 70 m/z 66.00 34.97%
R O A TR
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 134.00 32.39%
33 44 g7 105
0 ‘ \5\:!-‘ 6\9 7‘0 7\8‘ 86 ‘\ 115 |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- L L e ma
132 7.40 7.60 7.80 8.00
m/z 69.00 22.02%
5000
63 104
39 51 7 90 117
0'“'|“'”H"JH'“|lM'l”wlw"”“'“l”“'l“*“w"WH'“|" U SR UL IR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 5.76 ng 321800 Phenanthrene-d10 17.50
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2597 (18.348 min): BG040960.D (-2588) (-) m/z 73.00 100.00%

3
5000

18,00 18.20 18.40 18.60
0f m/z 60.00 96.83%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

5000 A Ty
18,00 18.20 18.40 18.60

157 g5 213 256 m/z 43.00 95.80%

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid
73
43
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 81.80%
171
97 l 214
0 Iht.ﬂﬂ..M,.”.,....“...,..”,....,”..
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #84452: Tetradecanoic acid
73 18.00 18.20 18.40 18.60
43 m/z 57.05 76.79%
5000 129
185
97 228
NES T 2
m/iz--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 E-15-Heptadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.00 ng 131857 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 1-Heptadecene 238 C17H34 006765-39-5 86
3 1-Octadecene 252 C18H36 000112-88-9 86
4 3-Heptadecene. (2)- 238 C17H34 1000141-67-3 86
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
Abundance Scan 3111 (21.368 min): BG040960.D (-3107) (-) m/z 57.00 100.00%
g7
5000
N ﬁl 2100 7170 2140 21580
140 179 207 265 . . . )
ol AL g 4330, T ZRT 239265 330 418 h/7 55.00  80.59%
m/z--> 50 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43
83
5000 UL IR SRR SRR B
111 21/00 21.20 2140 21.60
m/z 43.00 74 .65%
o J | | 1139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #92567: 1-Heptadecene
57 83
21.00 21.20 21.40 21.60
5000 m/z 83.10 55.19%
29 111
‘ |140 168 210 238
0"LLI""I"L'I""I"" U AR DA UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene e
57 21.00 21.20 21.40 21.60
83 m/z 41.00 52.23%
5000
29 111
o J‘ | ' | |39 168 106 224 252
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040960.D

Aca On : 30 May 2019 21:27

Operator : HP/JU

Sample : K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.45 3.64 ng 241620 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 81
2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
3 Saualene 410 C30H50 000111-02-4 78
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 72
5 Supraene 410 C30H50 007683-64-9 68
Abundance Scan 3465 (23.448 min): BG040960.D (-3460) (-) m/z 69.00 100.00%
6p
5000
41 l
95 137 23.20 23.40 23.60 23.80
161
Ob b bl 197089217 253261 327355 402 481 | 7 7781 05 39.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
6

5000
23.20 23.40 23.60 23.80

m/z 41.00 28.26%

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69
R R AN B R R SR s S
M 23.20 23.40 23.60 23.80
5000 m/z 67.00 13.80%
0..Wﬁ,dﬂlu.,nalw.}?%..%0?..?ﬁg —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215929: Squalene
69 23.20 23.40 23.60 23.80
m/z 68.00 11.52%
5000
41
o5 137
0 1y y | 161191217244 273299 341367 410
= T T T T
m/z--> 50 100 150 200 250 300 350 400 450 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG053019\
Data File : BG040960.D

Acq On : 30 May 2019 21:27

Operator : HP/JU

Sample - K3075-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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... 3.21 32.6 ng 686812 1 8.12 421657 20.0
unknown? .65 7.65 108.9 ng 2296470 1 8.12 421657 20.0
n-Hexadecanoic acid 18.35 5.8 ng 321800 4 17.50 1117370 20.0
E-15-Heptadecenal 21.37 2.0 ng 131857 5 21.77 1315330 20.0
1,5,9-Undecatrien... 23.45 3.6 ng 241620 6 25.11 1326200 20.0
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