LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 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-BG030419.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 3.209 14 20 28 rBv 80586 149912 4 _.00% 0.723%
2 3.279 28 32 41 rVB 55090 79990 2.13% 0.386%
3 5.699 437 444 455 rBV 938807 1502922 40.05% 7.246%
4 7.303 709 717 729 rBV 998555 1764679 47.03% 8.508%
5 7.685 773 782 792 rBV 904017 1589776 42.37% 7 .665%
6 8.155 854 862 875 rVB 175045 289626 7.72% 1.396%
7 8.478 909 917 927 rVB 623039 1081903 28.83% 5.216%
8 9.330 1052 1062 1071 rBV 558762 1022467 27.25% 4 _.930%
9 10.975 1334 1342 1350 rBV 233432 422782 11.27% 2.038%
10 13.401 1748 1755 1766 rBVY 1437743 2281332 60.80% 11.000%

11 14.223 1888 1895 1901 rBV 118714 178067 4._75% 0.859%
12 14.781 1983 1990 1999 rVvB2 402581 655839 17.48% 3.162%
13 16.267 2235 2243 2252 rBV 1384491 2124884 56.63% 10.245%
14 17.525 2450 2457 2469 rVB2 590641 905026 24.12% 4_.364%
15 18.376 2597 2602 2614 rBV2 70040 124407 3.32% 0.600%

16 19.639 2812 2817 2822 rBV3 25728 41453 1.10% 0.200%
17 20.115 2892 2898 2905 rBV 2727269 3752406 100.00% 18.092%
18 21.402 3112 3117 3127 rBV3 43616 97489 2.60% 0.470%
19 21.813 3180 3187 3195 rBV 629407 1045181 27.85% 5.039%
20 22.582 3312 3318 3323 rBV2 41165 68747 1.83% 0.331%
21 23.299 3434 3440 3448 rVB3 54136 97579 2.60% 0.470%

22 24.133 3574 3582 3589 rBV 55104 124870 3.33% 0.602%
23 25.185 3741 3761 3773 rBV2 342994 1150726 30.67% 5.548%
24 26.307 3941 3952 3962 rVB3 38171 115954 3.09% 0.559%
25 27.717 4183 4192 4204 rVB3 20904 72257 1.93% 0.348%

Sum of corrected areas: 20740274
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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\BG031119\

BG039846.D

11 Mar 2019 17:51

JussJ

K1807-37

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

33248

TIC: BG039846.D

5.70 7.68

8.48 9.33

8.15 10.97

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.40

TIC: BG039846.D
2012

16.27

17.52 21.81

14.78

14.22 18.38 21.40 22.58

N
Tt

19.64

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

2500000

2000000

1500000

1000000

500000

TIC: BG039846.D

25.18

23.30 24.13

26.31

27.72

o R— Ko

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-BG030419.M Tue Mar

12 17:37:34 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 4

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

3.28 5.52 ng 79990 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 9

Abundance Scan 32 (3.279 min): BG039846.D (-28) (-) m/z 73.20 100.00%

445 3.203.303.403.50 3.60 3.70
N £ m/z 43.15  48.30%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000

v(e)
5000 43

_'_'T""""l_'"'""r""'_"r""""r""""r""'_
3.203.303.403.50 3.60 3.70
m/z 55.15 31.83%

LA | l
T L I w0 B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1997: Silane, tetramethyl-
73

3.203.303.403.50 3.60 3.70

5000 m/z 87.15 26.50%
45
S U
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 3.203.303.403.50 3.60 3.70

m/z 41.20 14 _.57%

41
5000
15”‘ \ 97
w1

m/z--> 0 50 100 150 200 250 300 350 400 3.203.303.403.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 109.78 ng 1589780 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 781 (7.679 min): BG039846.D (-773) (-) m/z 132.15 100.00%
13
5000 68
0 54 ‘ 75 P 10 740 7.60 7.80 8.00
62 : : : :
....,....'l'!.‘.‘?,.'.'..,.-.h.'.,..'.-.,..?.7,..!.,.'.'..,.1.1.5.,....,-'...,... m/z 68.15 44.60%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ AT
7.40 7.60 7.80 8.00
21 70 m/z 134.15 33.46%
4451 60 | 77 g 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 740 7.60 7.80 8.00
5000 m/z 66.15 32.11%
78
Tead
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.97%
5000
33 44 o g7 105
'"'l"“l"'”?%'“iq"'l"7F|'§§|""|'w”' }}ﬁl""l T U UL L R
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\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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.
18.38 2.75 ng 124407 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2603 (18.382 min): BG039846.D (-2597) (-) m/z 60.15 100.00%
43 60 73
5000 129
7 185 213
” 01115 | 143157171 | 199 | ,,, 256 18.00 18.20 18.40 18.60

'.J”,“. m/z 43.15 89.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 L e e R
18. 00 18 20 18. 40 18.60

m/z 73.15 88.92%
213
TJJ 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.15 80.88%
29
15 “ J L#“ 143157
R R SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 55.15 77 .49%
5000 129
29
199
143 157171185 242
15 |
,,
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\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .13 2.17 ng 124870 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3581 (24.127 min): BG039846.D (-3574) (-) m/z 57.25 100.00%

5000
85
23.80 24.00 24.20 24.40
113 141 183 210 267
b 18 A0 2 26y | m/z 43.20 56.05%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

5000 TT [T T I T [T T T T[T T T T [TTTT]

23.I80 24.I00 24!20 24.I4O
m/z 71.25 49.23%

113
141 169 197 225 253 280 309

351 379 407 436

m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 33.65%
113
290 | | | 7] 241 169 197 205 253 205 366
B I o o B B L B B e e I o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57 23.80 24.00 24.20 24.40
m/z 55.25 25.69%
5000 85
113
29| | |77, 4t 169 211 239 267 205 323 352
T o e o o B A B e e I A
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031119\
Data File : BG039846.D

Aca On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample : K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Sulfurous acid, butyl undec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.31 2.02 ng 115954 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 80
2 10-MethvlInonadecane 282 C20H42 056862-62-5 74
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Octacosane 394 C28H58 000630-02-4 68
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 3953 (26.313 min): BG039846.D (-3941) (-) m/z 57.20 100.00%
57
5000 85

113 26.00 26.20 26.40 26.60
141 169192 221 253 282 : ' : '
A b 9192 5 208 282 | Tm/z 71.20  60.48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecy! ester
5000
85 26.00 26.20 26.40 26.60
29 m/z 43.25 50.55%
ULt 135 207
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129494: 10-Methylnonadecane
5[7
R R o AREEEERES
85 26.00 26.20 26.40 26.60
5000 m/z 85.25 43 .46%
154
29
113
0 0 oS S - S
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
5[7 26.00 26.20 26.40 26.60
m/z 55.15 20.55%
5000 85
1394
L |77 142 169 197 225 253 281 309 337 365 437
Pt e e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO031119\
Data File : BG039846.D

Acq On : 11 Mar 2019 17:51

Operator : JU/SJ

Sample - K1807-37

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.28 5.5 ng 79990 1 8.15 289626 20.0
unknown7 .68 7.68 109.8 ng 1589780 1 8.15 289626 20.0
n-Hexadecanoic acid 18.38 2.8 ng 124407 4 17.52 905026 20.0
Hentriacontane 24 .13 2.2 ng 124870 6 25.18 1150730 20.0
Sulfurous acid, b... 26.31 2.0 ng 115954 6 25.18 1150730 20.0
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