LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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 3.123 3 6 15 rVB 107140 197594 4 .65% 0.699%
2 3.206 15 20 31 rvB 378230 544264 12.82% 1.926%
3 5.656 429 437 448 rBV 1293727 2087309 49.16% 7.386%
4 7.266 702 711 722 rBVY 1380768 2527965 59.54% 8.946%
5 7.648 768 776 785 rBVY 1333543 2309516 54.39% 8.173%
6 8.118 850 856 866 rBV 249876 425209 10.01% 1.505%
7 8.441 901 911 919 rBV 858567 1532072 36.08% 5.422%
8 9.299 1048 1057 1070 rBV 793508 1447306 34.09% 5.122%
9 9.498 1084 1091 1099 rBvV2 24660 46090 1.09% 0.163%
10 10.938 1328 1336 1348 rBvV 320024 601587 14.17% 2.129%

11 13.370 1743 1750 1759 rBV 2036523 3195297 75.26% 11.307%
12 14.187 1883 1889 1895 rBV 221891 323612 7.62% 1.145%
13 14.751 1976 1985 1993 rBV2 568121 882108 20.78% 3.122%
14 16.237 2230 2238 2246 rBV 1870683 2933066 69.08% 10.379%

15 16.431 2264 2271 2279 rVB7 21050 43125 1.02% 0.153%
16 17.495 2445 2452 2457 rBvV2 705187 1090076 25.67% 3.857%
17 18.218 2569 2575 2584 rBV2 17518 46009 1.08% 0.163%
18 18.347 2591 2597 2607 rBV2 201653 323698 7.62% 1.145%
19 19.539 2795 2800 2803 rBV 63151 90038 2.12% 0.319%
20 19.610 2808 2812 2816 rBV4 45183 56676 1.33% 0.201%

21 19.898 2857 2861 2868 rVB 68215 106056 2.50% 0.375%
22 20.092 2887 2894 2899 rBV 3172325 4245957 100.00% 15.025%
23 21.367 3107 3111 3120 rVB2 139515 217779 5.13% 0.771%
24 21.567 3141 3145 3150 rBV7 31339 50589 1.19% 0.179%
25 21.619 3150 3154 3160 rVB2 43357 65242 1.54% 0.231%

26 21.772 3172 3180 3186 rBV 729610 1261526 29.71% 4._.464%
27 23.453 3461 3466 3473 rVB2 59310 116846 2.75% 0.413%
28 24.081 3568 3573 3584 rVB4 66349 168905 3.98% 0.598%
29 24.786 3689 3693 3703 rVB3 21136 54099 1.27% 0.191%
30 25.109 3735 3748 3759 rVB2 393661 1180105 27.79% 4.176%

31 26.232 3934 3939 3947 rVB7 35332 89178 2.10% 0.316%

Sum of corrected areas: 28258899
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG060319\

BG041043.D

3 Jun 2019 20:41

HP/JU

K3097-19

7 Sample Multiplier: 1

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

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

50000073.21

2

TIC: BG041043.D

5.66 7.27 765

8.12
9.50

10.94

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.

TIC: BG041043.D
20

37
16.24

17.49
14.75

09

14.19 18.35

18;& 19¢H619.9

116.43

21.77

21.37
21

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

3000000

2500000

2000000

1500000

1000000

500000

05

TIC: BG041043.D

25.11

2345 24.08 9479 26.23

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

8270-BG052919.

M Tue Jun 04 17:00:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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 25.60 ng 544264 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 21 (3.212 min): BG041043.D (-15) (-) m/z 73.00 100.00%
3
5000 43 ’F
¢| | 141 007 365 3.20 3.30 3.40 3.50 3.60
ob—— M ot 8 m/z 43.00 36.95%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RN LA NN RS AR IR
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 27.11%
P ‘L‘\ ‘ I
UERIRLELE S UL LY LY UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.00 25.34%
29
97 115
L s L WL I WA B
m/z--> 50 100 150 200 250 300 350
Abundance #734: N-Ethylformamide
30 3.20 3.30 3.40 3.50 3.60
73 m/z 41.00 10.66%
5000 /\A\
0 Nw JEJ"' [rrrr [T T LN AL IR UL R IR
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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.

7.65 108.63 ng 2309520 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 776 (7.648 min): BG041043.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 R UL L LR
40 7.40 7.60 7.80 8.00
0 l..l,l....,....2,0.6...2?2....,....,....‘,‘0.7 m/z 68.00 48.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
2 ‘ m/z 66.00 34 .94%
0 .‘”‘.‘,H.‘a“..l“....|....|.... ————————
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 33.51%
3y 10
e L L (L WL UL B UL B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e s ma
132 7.40 7.60 7.80 8.00
m/z 68.95 22 .76%
5000
69
Tl
Ouil"i"{u“uhu‘:“liuu R B ERam e T : B B e
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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 unknown9.50 Concentration Rank 8

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

9.50 2.17 ng 46090 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2.4-Dimethvl-furan-3-vI)-etha... 138 C8H1002 032933-07-6 43
2 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 38
3 3.5-Dimethvl-2-furvl methvl ketone 138 C8H1002 022940-86-9 38
4 3.4-dimethvl-1H-pvrrole-2-carbox... 123 C7H9NO 019713-89-4 38
5 Ethanone, 1-(3-fluorophenyl)- 138 C8H7FO 000455-36-7 38

Abundance Scan 1091 (9.498 min): BG041043.D (-1084) (- m/z 123.00 100.00%
82 123
5000
54 138
o | e o 108 550 940 950 980
Obrrprrrrprrrrprrr bbb ety || M7z 82.05 78 71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17378: 1-(2,4-Dimethyl-furan-3-yl)-ethanone
123
5000 43 138 S RN LS RS AR
9.20 9.40 9.60 9.80
67 m/z 138.10 32.49%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
123
A 1
920 940 9.60 9.80
5000 m/z 54.00 31.37%
95
138
43 75
o 15 31 51 59 68 83 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17370: 3,5-Dimethyl-2-furyl methy! ketone e
123 9.20 9.40 9.60 9.80
m/z 124.00 11.31%
5000 43 138
15 27 ) 53 O 77 &7 1o M2 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 5.94 ng 323698 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2598 (18.353 min): BG041043.D (-2591) (-) m/z 73.00 100.00%

5000

_%

18.00 18.20 18.40 18.60
m/z 60.00 80.02%

04
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

43

—

5000 129 L L L
83 18.00 18.20 18.40 18.60
m/z 43.00 75.28%
o1 157 185 213 256
0 ‘anﬂ,h JJ.\j.u .J...., ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
T RN REEES TR
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 69.32%
97 199
157 242
0 15 180 225
L e B e e e L e B e LA N e e e o s e S o
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid R AR R S
73 18.00 18.20 18.40 18.60
43 m/z 41.00 66.52%
5000 129
171
s
SN O 2 N | DUUPRRTSY =SSO
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\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.45 ng 217779 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3112 (21.373 min): BG041043.D (-3107) (-) m/z 57.05 100.00%
47 83
5000 \‘J‘/\,‘&
UL DRI SUNIE DU
139 21.00 21.20 21.40 21.60
182 215 280
o 161 238 3% m/z 55.05 98.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene
57
5000 U DA B B DU B
111 mmmmmmmm
29 m/z 83.00 97 .79%
m/z--> 56 ' oo 250 360 3éo 460
Abundance
55 97
21.00 21.20 2140 2160
5000 m/z 43.10 96.05%
125
29 322
o 77 153 182 210 238 266 294
m/z--> 55 160 1éo 260 2éo 360 3éo 460
Abundance #222139: Nonadecy! pentafluoropropionate R B
57 97 21.00 21.20 21.40 21.60
m/z 97.10 74 .19%
5000
125
JL2L | ;\L 193 182 210 238 266 311 412
m/z--> 50 100 150 200 250 360 3éo 460 2100 2120 2140 2f60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041043.D

Aca On : 3 Jun 2019 20:41

Operator : HP/JU

Sample : K3097-19

Misc :

ALS Vial : 7 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 8 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.08 2.86 ng 168905 Perylene-d12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 81
3 Tetratriacontane 479 C34H70 014167-59-0 80
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3573 (24.081 min): BG041043.D (-3568) (-) m/z 57.10 100.00%
g7
5000 85
39 170196 236 281 355 23.80 24.00 24.20 24.40
O ,| “ .1.1.1. e eSS0 429 w7z 71.00  65.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
57
85
5000 LRI UL UM SN IR
23.80 24.00 24.20 24.40
29 m/z 43.05 54 _.20%
0 ..nu“ (A J “1?%}§%%%7..???.. N —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 44 _91%
282
29 113141169197225253
O+ m - e e T e e e
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232376: Tetratriacontane BB Eamay e
57 23.80 24.00 24.20 24.40
m/z 99.00 19.45%
5000 85
13 149
0 %9 i ‘ﬁ ¥ J116%197225253281309337365393421449478
m'z--> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO060319\
Data File : BG041043.D

Acq On : 3 Jun 2019 20:41

Operator : HP/JU

Sample - K3097-19

Misc :

ALS Vial : 7 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 25.6 ng 544264 1 8.12 425209 20.0
unknown? .65 7.65 108.6 ng 2309520 1 8.12 425209 20.0
unknown9 .50 9.50 2.2 ng 46090 1 8.12 425209 20.0
n-Hexadecanoic acid 18.35 5.9 ng 323698 4 17.49 1090080 20.0
1-Tricosene 21.37 3.5 ng 217779 5 21.77 1261530 20.0
Heptadecane 24.08 2.9 ng 168905 6 25.11 1180110 20.0
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