LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 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-BG102119.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 3.161 7 12 24 rVB 101396 144683 5.21% 1.031%
2 5.100 335 342 351 rBV 106548 169966 6.12% 1.211%
3 5.593 419 426 437 rBV 510617 884118 31.81% 6.302%
4 7.197 687 699 715 rBV 538216 1072260 38.58% 7.643%
5 7.544 750 758 776 rBV 561460 1009293 36.32% 7.194%
6 7.996 828 835 844 rBV 110913 189613 6.82% 1.351%
7 8.320 883 890 907 rVB 442314 775434 27 .90% 5.527%
8 9.160 1025 1033 1051 rBV 290895 601304 21.64% 4.286%
9 10.805 1306 1313 1324 rBV 125116 258547 9.30% 1.843%
10 13.249 1722 1729 1746 rBV 970137 1589890 57.21% 11.332%

11 14.078 1863 1870 1886 rBV 85080 159490 5.74% 1.137%
12 14.624 1957 1963 1981 rBV 251967 428401 15.41% 3.053%
13 16.122 2211 2218 2241 rBV 807219 1418917 51.06% 10.113%
14 17.374 2424 2431 2448 rBV 319360 546776 19.67% 3.897%
15 18.267 2577 2583 2598 rBV3 37434 71394 2.57% 0.509%

16 19.982 2869 2875 2891 rBV 2049005 2779125 100.00% 19.809%
17 21.281 3091 3096 3108 rBv4 48644 150632 5.42% 1.074%
18 21.639 3150 3157 3171 rBV 371906 700632 25.21% 4.994%

19 21.821 3183 3188 3193 rBv2 19544 29343 1.06% 0.209%
20 22.415 3284 3289 3293 rBV2 26657 38683 1.39% 0.276%
21 23.096 3399 3405 3413 rVB3 32311 59249 2.13% 0.422%
22 23.290 3432 3438 3443 rBv4 19725 40414 1.45% 0.288%
23 23.890 3533 3540 3548 rBV2 33646 67550 2.43% 0.481%
24 24.818 3688 3698 3712 rVB2 275247 789730 28.42% 5.629%
25 25.928 3879 3887 3892 rBV4 22526 54497 1.96% 0.388%
Sum of corrected areas: 14029941
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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:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111419\

BG043635.D

14 Nov 2019 15:56

Ju

K5826-07

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2000000

1500000

1000000

500000

8.16

TIC: BG043635.D

7.20 7.54
5.59 8.32

9.16

5.10 8.00 10.80

0

Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
2000000

1500000

1000000

500000

13.25

TIC: BG043635.D

19,98

16.12

21.64
14.62 1737

14.08 21.28

18.27 1.82

22.41

05
Time-->

A
LI L e B e B N N B B B B B R B e

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
2000000

1500000

1000000

500000

232929

TIC: BG043635.D

24.82

23/.\89 25.93

(e

23.00

Time-->

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\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 3.16 15.26 ng 144683  1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butane. 2-methoxv-2-methvi- 102 C6H140 000994-05-8 78

.2.4-Trimethvl-3-pentanol

.5-Dimethyvl-4-hvdroxv-3-hexanone

130 C8H180
132 C6H1203
144 C8H1602

005162-48-1 40
032793-34-3 37
000815-77-0 28

1B
2 2
3 Butanoic acid. 2-hvdroxv-2-methv. ..
4 2
53

-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
Abundance Scan 12 (3.161 min): BG043635.D (-7) (-) m/z 73.10 100.00%
73
5000 43
55 87
| 207 3.20 3.30 3.40 3.50 3.60
el e e D m/z 43.10  43.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L N LI B LI B}
43 3.20 3.30 3.40 3.50 3.60
‘ 5 87 m/z 55.10 30.86%
,AL.J.”.,..M,...W...W....“...“...,”..,.”.
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 28.16%
H ‘ , 97 112 129
..,..” L B BB B B B s B
m/z--> 2 40 80 100 120 140 160 180 200
Abundance #14334. Butanoic acid, 2-hydroxy-2-methyl-, methyl ester e
73 3.20 3.30 3.40 3.50 3.60
43 m/z 41.10 12.49%
5000 55
31
103
SN YT S I~ e o
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 17.93 ng 169966 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 342 (5.100 min): BG043635.D (-335) (-) m/z 43.10 100.00%
43
59
5000
101 S 1 S
4.80 5.00 520 5.40
e Sl e | Wiz 59.10 67.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U L R IR
4.80 5.00 520 5.40
59 101 m/z 101.10 25.43%
27 g5 | 51| 67 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8367: n-Propyl t-butyl ether
59
480 5.00 520 540
5000 a1 101 m/z 58.10 18.22%
29
”I'%?'I”"I""I'”'I""I”"I??"P'g?l"”l""l'}EZ""I“"I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 520 5.40
m/z 41.20 10.18%
5000 41
68
"|'"w""|"”HIL'?g'd*i"wl""|'“'|""|“"|"'w'%%§|“"%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 106.46 ng 1009290 1,4-Dichlorobenzene-d4 8.00
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 18
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 757 (7.538 min): BG043635.D (-750) (-) m/z 132.10 100.00%
132
5000 68 ]\_
40 ‘ 75 ® 104 ‘ 7.20 740 7.60 7.80
..,....,....,...:ll!.‘.‘?,.'.' .61.'..|,..':'.,..5.‘?,....,.'.'..,.1.1.5.,...., berrer | 'm/z 68.10  39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P

7.20 7.40 7.60 7.80
51 78 m/z 66.10 30.05%

31 ‘
38
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

7.20 7.40 7.60 7.80

5000 97 m/z 134.00 29.87%
70
31 60
e o e |05 we |
A B R L LR L e A AARAE R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R Ra mamamy

132 7.20 7.40 7.60 7.80
m/z 69.10 17.82%

5000
63 go 104
15 28 39 52 4 77 " 116
T T T e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.27 2.61 ng 71394 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2584 (18.273 min): BG043635.D (-2577) (-) m/z 73.10 100.00%
73
55
4
5000 129
97 185 213
I “ 15 | BT 00 | oy 256 18.00 18.20 18.40 18.60
e prre i m/z 55.20 66.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

18.00 18.20 18.40 18.60

m/z 43.10 64 .86%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 7B
43
18.00 18.20 18.40 18.60
5000 129 m/z 60.10 62.90%
29 185 228
‘ | T7 01115 | 143,171 ‘ 199
10 W2l . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73 18.00 18.20 18.40 18.60
m/z 57.10 55.64%
43
5000
129
29 ‘ T7 115 171185 214
01 ‘
..1.5,.@..‘,».\..w.q\».‘.,\m..?m,»..m,.\.w..,\.l.?%,..;.,.»..1.98...\.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043635.D

Aca On : 14 Nov 2019 15:56

Operator :© JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.28 4_.30 ng 150632 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 80
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 80
Abundance Scan 3096 (21.281 min): BG043635.D (-3091) (-) m/z 57.10 100.00%
57
97
5000
] 1?5 1?5 2?8234 355 21.00 21.20 21.40 21.60
I I s e m/z 55.05 70.38%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55 g3
5000 RPN SUNIUE B B
29 111 21.00 21.20 21.40 21.60
m/z 43.10 69.93%
| 580720022
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene
43
21,00 21.20 2140 21.60
5000 83 m/z 97.10 58.57%
MJ 111
‘l 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 200 250 300 350 460 4%0 '
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57 21.00 21.20 21.40 21.60
m/z 71.10 54 _.48%
83
5000
29 111
168196
.kmu F T |"Eﬁgf'k" |'?%7'%§q B A AL SURLLL S
miz--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60

8270-BG102119.M Fri Nov 15 16:16:02 2019 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111419\
Data File : BG043635.D

Acq On : 14 Nov 2019 15:56

Operator : JU

Sample - K5826-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.16 15.3 ng 144683 1 8.00 189613 20.0
2-Pentanone, 4-hy... 5.10 17.9 ng 169966 1 8.00 189613 20.0
unknown? .54 7.54 106.5 ng 1009290 1 8.00 189613 20.0
n-Hexadecanoic acid 18.27 2.6 ng 71394 4 17.37 546776 20.0
Cyclohexadecane 21.28 4.3 ng 150632 5 21.63 700632 20.0
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