LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\
Data File : BG042444.D
Aca On : 23 Aug 2019 22:00 Instrument :
Operator : HP/JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 22 rVB 2902266 4178046 98.67% 14.245%
2 5.561 414 421 432 rBV 536333 909290 21.47% 3.100%
3 7.165 685 694 710 rBV 385930 745364 17 .60% 2.541%
4 7.535 749 757 770 rBVY 1019691 1794598 42.38% 6.119%
5 8.005 829 837 844 rBV 282838 507917 11.99% 1.732%
6 8.329 883 892 902 rBVY 1002671 1767451 41.74% 6.026%
7 9.169 1027 1035 1055 rBV 685711 1297322 30.64% 4._.423%
8 10.826 1309 1317 1333 rBV 385227 734119 17 .34% 2.503%
9 13.282 1727 1735 1747 rBV 2159373 3484009 82.28% 11.879%
10 14.110 1869 1876 1888 rBvV 277587 437728 10.34% 1.492%

11 14.662 1964 1970 1983 rVB2 662840 1049169 24.78% 3.577%
12 16.155 2217 2224 2243 rBV 1431709 2357969 55.68% 8.040%
13 17.412 2431 2438 2449 rBV2 739629 1198834 28.31% 4.088%
14 18.076 2546 2551 2557 rVB2 40415 54401 1.28% 0.185%
15 18.305 2585 2590 2598 rBV 127212 193186 4_.56% 0.659%

16 20.027 2877 2883 2894 rBV 3170681 4234500 100.00% 14.438%
17 21.337 3101 3106 3126 rBV 158637 431721 10.20% 1.472%
18 21.695 3160 3167 3178 rVB 741447 1295253 30.59% 4.416%
19 21.883 3196 3199 3204 rVB 53031 77530 1.83% 0.264%
20 22.500 3299 3304 3308 rBV 88243 135993 3.21% 0.464%

21 23.199 3418 3423 3430 rVB2 127437 229874 5.43% 0.784%
22 24.010 3555 3561 3570 rVB 129261 289282 6.83% 0.986%

23 24.939 3709 3719 3737 rVB2 493551 1712984 40.45% 5.841%
24 26.125 3915 3921 3929 rVB2 76583 212599 5.02% 0.725%

Sum of corrected areas: 29329139
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\
Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

Sample : K4331-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1

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

3.12 164.52 ng 4178050 1,4-Dichlorobenzene-d4 8.01
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 36
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 6 (3.123 min): BG042444.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 55 87
65 | 101 3.20 3.30 3.40 3.50
R AN KRR RARAN AR AARRS RN REAAN RAREA RAANAARAN SARAS SARANUARS m/z 43.10 36.16%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 RN A LU R U
43 O 3.20 3.30 3.40 3.50
- 87 m/z 87.10 32.55%
“'l""l""l"J””"'Lh'L'l'“"|§?"H"“l""l"';P%"l""|""|"'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN A LU I U
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 31.18%
29 ‘
SO O 11 S A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1996: Silane, tetramethyl-
73 3.20 3.30 3.40 3.50
m/z 71.10 13.70%
5000
43
15 29 || 5360 | 8188
RIS IR SN LA UL IR IR I I IR LS SRR BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50

8270-BG082219.M Mon Aug 26 14:42:01 2019

0648-ELUTRIATE-COMP-B

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.54 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.54 70.67 ng 1794600 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 758 (7.541 min): BG042444.D (-749) (-) m/z 132.00 100.00%
5000
68
0 % J 720 740 7.60 7.80
40 54 - . : .
grer | eus | m/z 68.10  35.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

7.20 7.40 7.60 7.80
m/z 134.00  33.98%

T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132

69 ..|26...|6...%(.)...|86...|.
104 7. 7.40 7. 7.

5000 m/z 66.10 22 _.52%

'""H‘ll'H'l'l"l""l""l" L L B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132

57 7.20 7.40 7.60 7.80
m/z 69.10 13.40%

74
5000 98 116
S N I 2 T SN

I T
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.22 ng 193186 Phenanthrene-d10 17.41
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2591 (18.311 min): BG042444.D (-2585) (-) m/z 73.10 100.00%
7B
43 Sf
5000 129
18.00 18.20 18.40 18.60
m/z 60.10 92.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 AR B R
83 mmmmmmmm
. 213 m/z 57.05 75.62%
143 171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
78
43 57 18.00 18.20 18.40 18.60
5000 129 m/z 43.10 71.06%
29
115 171
T ﬂ ‘ 143157 ‘ 185 214
|||||l||‘|‘|‘||“|“‘|‘l‘||H ‘Hlu‘u‘uu|||||||||||‘||||||‘|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A R,
43 78 18.00 18.20 18.40 18.60
57 m/z 55.05 65.59%
5000 129
29
199
‘ 143157171185 242
s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.34 6.67 ng 431721 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 92
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 3107 (21.343 min): BG042444.D (-3101) (-) m/z 57.10 100.00%
57
5000
111
rrrrrryrrTTprTT T T TTTT
mlw 21.00 21.20 21.40 21.60
S b 108 204224 252 2719209 35 356 | e Gt g0 7y,
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57 97

5

5000

21,00 21.20 21.40 21.60
m/z 83.05 69.52%

153 181 209 238 280

I I

m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol

21.00 21.20 21.40 21.60

5000 11 m/z 55.10 68.52%
29 139
Jof A‘ J | y |, 167 196 224 252 280 308
e o o e o e S SR
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol B REamE e
55 83 21.00 21.20 21.40 21.60
m/z 69.10 63.53%
29
Ll ‘ ‘ J }139 167 196 238 266 294

m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042444.D

Aca On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.10 ng 135993 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3304 (22.500 min): BG042444.D (-3299) (-) m/z 57.10 100.00%
57 q
85
5000
13 22120 22.40 22.60 22.80
141 169
3t L, | Lk 160 197218230 267 207 30 U710 65.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U U PR
nmnmnmnm
m/z 85.10 53.63%
29
L LL i || L 1 169 197 225 253 296
m/z--> 55 100 150 260 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
22120 22.40 22.60 22.80
5000 85 m/z 43.10 51.57%
113
T T I3LI‘ |}I ‘JI T T L! I‘l IJIl?ll Ilelgl :II-9|7 T T IZ?Igl I26I7 T 2|94|. I3I23I I3I52I MJ\MW
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane A B RREEE
57 22.20 22.40 22.60 22.80
m/z 55.10 20.56%
- T MM»/M
29 113
| ‘ I Ly 7y, 141 169 197 225 253 281 309 338
m/z--> % @ ﬁo 2& 250 300 3m nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082319\

Data File : BG042444.D

Acq On : 23 Aug 2019 22:00

Operator : HP/JU

ﬁ?ggle : K4331-03 0648-ELUTRIATE-COMP-B
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 164.5 ng 4178050 1 8.01 507917 20.0
unknown? .54 7.54 70.7 ng 1794600 1 8.01 507917 20.0
n-Hexadecanoic acid 18.31 3.2 ng 193186 4 17.41 1198830 20.0
1-Docosene 21.34 6.7 ng 431721 5 21.69 1295250 20.0
Heneicosane 22.50 2.1 ng 135993 5 21.69 1295250 20.0
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