LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32 Instrument :

Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol

agmple : J4841-03 Omﬁl&DBéiPDS
isc :

ALS Vial : 5 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-BG082318 .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 5.158 313 318 324 rBV 38964 58582 1.28% 0.294%
2 5.622 389 397 410 rBV 364915 589042 12.87% 2.954%
3 7.203 659 666 676 rBV 231676 424907 9.28% 2.131%
4 7.585 723 731 738 rBV 633419 1074846 23.49% 5.389%
5 8.055 804 811 817 rBV 197994 341213 7.46% 1.711%

8.378 858 866 874 rBV 828821 1437481 31.41% 7.208%
9.212 1000 1008 1017 rBV 713855 1264283 27.63% 6.339%
10.857 1281 1288 1295 rBV 284453 496209 10.84% 2.488%
13.301 1696 1704 1714 rBV 1944177 2989181 65.32% 14.988%
13.566 1743 1749 1757 rBV 431776 673855 14.72% 3.379%

=
QO ~NO®

11 14.124 1838 1844 1850 rBV 216523 313653 6.85% 1.573%
12 14.676 1931 1938 1946 rBV2 447722 716806 15.66% 3.594%
13 15.787 2122 2127 2141 rBV 96126 188561 4.12% 0.945%
14 16.163 2183 2191 2204 rBV 954155 1516351 33.13% 7.603%
15 17.420 2399 2405 2414 rBV2 626718 938433 20.51% 4_.705%

16 18.301 2550 2555 2563 rBV2 62346 99902 2.18% 0.501%
17 19.477 2750 2755 2759 rVB2 44358 56458 1.23% 0.283%
18 20.029 2841 2849 2858 rBV 3410474 4576337 100.00% 22.946%
19 21.363 3068 3076 3089 rBV5 40894 182210 3.98% 0.914%
20 21.686 3124 3131 3143 rBV2 578862 1048375 22.91% 5.257%

21 24.894 3665 3677 3690 rBV 290638 957130 20.91% 4_799%

Sum of corrected areas: 19943815
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG036660.D
3000000
2500000
2000000
1500000

1000000 8.38
7.58

500000 5.62
7.20 8.05 10.86
5.16

9.21

R S-S MSRSSNEL SRR | WU S| SO R L NS 1 A

T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036660.D

20.03
3000000

2500000
2000000 13.30
1500000

1000000 16.16

17.42 21.69
500000 13.57 14.68

J\\ 14.12 }\ 15,75
| : 18.30 1948 || 21.36

O N B e e

Time--> 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 TIC: BG036660.D

3000000

2500000

2000000

1500000

1000000

500000 24.89

O R R L s R AR Raaa L e o AR RS RARRS BARAR R

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\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.16 3.43 ng 58582 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 318 (5.158 min): BG036660.D (-313) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 A RARAENARRE UARRERARLS B
| 83.0 | 4.80 5.00 520 5.40
N 1M e m/z 59.10 55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 G L R UL
4.80 5.00 5.20 5.40
59.0 m/z 101.10 18.91%
27|'.0| 1] 70.0 83.0 1010
e R R R AR RS RERN AR AN RSN LR LRSS LRSS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8367: n-Propyl t-butyl ether
59.0
480 500 520 540
5000 410 101.0 m/z 58.10 17.39%
29.0
oS0 M My o mmo L wre
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 4.80 5.00 520 5.40
m/z 41.10 9.95%
5000
101.0
31.0 58.0
ol 380 gl L 730 870 117.0 1300
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2

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

7.58 63.00 ng 1074850 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 730 (7.579 min): BG036660.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1
200 541 2 so | 7% 70 Tho 750 850
01 T m/z 68.10 47 .10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L I LRI LN IR
720 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 32.05%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 740 7.60 7.80 8.00
5000 980 1160 m/z 66.10 30.72%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.98%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S U UL UL I
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.57 18.80 ng 673855 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 Acetaminophen 151 C8HONO2 000103-90-2 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1750 (13.572 min): BG036660.D (-1743) (-) m/z 43.10 100.00%
43.1
109.1
5000 151.1
69.1 85.1 LRSS BNRSN SUNRAN SN B
13.20 13.40 13.60 13.80
. 169.2
) .',|: bl Lo by 3333 | 1692 1008 1 070700905 64.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 NSRS DN SRR
13120 1340 13.60 13.80
69.0 g5 0 m/z 151.10 44 _26%
ol 2. .||, Ll |.. bl L el 23300 Illsf’;ol 12,0 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
13.20 13.40 13.60 13.80
5000 151.0 m/z 41.10 21.30%
93.0
32.0 Ll ‘ 1880 |
e L S U UL L B B WL S WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24780: Metacetamol
109.0 13.20 13.40 13.60 13.80

m/z 69.10 14 _.30%

5000 151.0
43.0
‘ 80.0
0 27.0 I il 63 0 h\ il 135.0 !

m/z--> 20 40 60 80 100 120 140 160 180 200 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Camphorsulfonic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.79 5.26 ng 188561 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-_._.. 226 C14H2602 000126-86-3 53
2 Camphorsulfonic acid 232 C10H1604S 003144-16-9 43
3 Metacetamol 151 C8H9NO2 000621-42-1 38
4 Acetaminophen 151 C8H9NO2 000103-90-2 38
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 35
Abundance Scan 2128 (15.793 min): BG036660.D (-2122) (-) m/z 43.10 100.00%
43.1
109.1
5000 1511 213.2
| 6.0 15140 1560 15,80 16,00 1620
255.2
0 ...,....|||.'.'|.|“| .'|.|'..",“.L.l.l'l.'l'l'.].,"...'.,..'!".,.... |1|9|3|1”||| S m/z 109.10 67.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
15.40 15.60 15.80 16.00 16.20
69.0 m/z 213.20 36.89%
0 |1|5|(|)|||||||'||'|||“ |I|||'| |“|||'R||'| :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87022: Camphorsulfonic acid
109.0
o 15120 15180 15180 16/00 1620
5000 41.0 151.0 m/z 151.10 32.94%
0 |1|50 H‘ \H ||||||||||||||||||||||||||| R R ER R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24779: Metacetamol SN N NEPNS | W
109.0 15. 40 15. 60 15. 80 16 00 16. 20
m/z 41.10 23.27%
5000 151.0
43.0
80.0
0 15.0 ! | I | I
m/z--> 2|O 4|O 6|O 8|0 1(|)0 12|0 14|10 1(|30 180 200 220 24|10 2('30 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 7
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.13 ng 99902 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 50

Abundance Scan 2555 (18.301 min): BG036660.D (-2550) (-) m/z 73.10 100.00%

18.00 18.20 18.40 18.60
93.0 281.0 0
01 m/z 43.10 85.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 B e e B
18 00 18. 20 18 40 18 60

256.0 m/z 57.10 84.22%

83.0
157.0 185.0 213.0 .
01 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0
43.0

18.00 18.20 18.40 18.60

431 731
5000
972 129.1 213.2
1711 256.2

m/z 60.10 78.46%
5000 1290
185.0 228.0
97.0
\‘ Ll AL 157.0 ‘

0,....‘,.‘..“.”.‘:. ....,‘ “‘:,.‘...,‘....,.‘.‘..,....‘,....,.... RS RRaRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid

43.0 73.0 18.00 18.20 18.40 18.60

m/z 55.05 70.17%

5000
129.0
214.0
ALl ‘ I \\\‘\97\\\0 ‘ 171.0\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036660.D

Aca On : 11 Sep 2018 17:32

Operator : JU/SJ

ﬁ?ggle i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 n-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.36 3.48 ng 182210 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 90
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 80
4 Cvclooctane. 1.2-diethvl- 168 C12H24 023609-46-3 70
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 70

Abundance Scan 3076 (21.363 min): BG036660.D (-3068) (-) m/z 55.10 100.00%

5000

21.00 21.20 21.40 21.60

147.1
182.1210.1 244.0

(o} m/z 83.10 97.87%
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55.0 83.0
5000 LA L L L L L LB L L B
1110 21.00 21.20 21.40 21.60
m/z 43.10 93.11%
oL 2 | P390;680 210.0238.0
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0 A mme s
21.00 21.20 21.40 21.60
5000 m/z 69.10 90.05%
111.0
o |J“mP%mmwmnm
- T T T I I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate R e EmamE L
57.0 21.00 21.20 21.40 21.60
m/z 97.15 86.10%
97.0
5000
29.0 125.0
0 \‘ L I | ‘ l\ ‘ i il 116?.0 219023?0 283.0
m/z--> 50 100 150 200 250 300 350 21. 00 21. 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091118\

Data File : BG036660.D

Acq On : 11 Sep 2018 17:32

Operator : JU/SJ

3?22'6 i J4841-03 090718-DBRI-F-D-S
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.16 3.4 ng 58582 1 8.05 341213 20.0
unknown7 .58 7.58 63.0 ng 1074850 1 8.05 341213 20.0
2,4,7,9-Tetrameth... 13.57 18.8 ng 673855 3 14.68 716806 20.0
Camphorsulfonic acid 15.79 5.3 ng 188561 3 14.68 716806 20.0
n-Hexadecanoic acid 18.30 2.1 ng 99902 4 17.42 938433 20.0
n-Heptadecanol-1 21.36 3.5 ng 182210 5 21.68 1048380 20.0
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