LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72319\

Data File : BG041760.D

Aca On 23 Jul 2019 17:49 Instrument :
Operator : HP/JU ?:'l\:gﬁ(t;Sam ol
a?ggle ; K3928-08 TOTECOME
ALS Vial : 10 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-BG071519.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 3.203 13 19 36 rvB 766146 1588259 28.90% 5.388%
2 5.606 422 428 440 rVB 358140 587162 10.68% 1.992%
3 7.192 691 698 710 rVB 228669 418652 7.62% 1.420%
4 7.574 755 763 771 rBV 731895 1230008 22.38% 4.172%
5 8.044 836 843 853 rBV 357038 598650 10.89% 2.031%

8.367 891 898 906 rBV 1086388 1843928 33.55% 6.255%
9.202 1032 1040 1048 rBV 817739 1471480 26.78% 4.991%
1312 1320 1332 rBV 441635 811399 14.76% 2.752%
13.291 1728 1736 1747 rBV 2303976 3634650 66.14% 12.329%
14.108 1869 1875 1882 rBV 206764 301650 5.49% 1.023%

QO ~NO®
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o
(oe}
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11 14.660 1960 1969 1976 rBV2 765149 1183896 21.54% 4.016%
12 16.140 2214 2221 2231 rBV 1184639 1840377 33.49% 6.243%

13 17.163 2390 2395 2401 rBV3 47843 83589 1.52% 0.284%
14 17.398 2428 2435 2443 rBV 895724 1391264 25.32% 4._.719%
15 17.897 2517 2520 2531 rVB3 55320 94814 1.73% 0.322%
16 18.291 2581 2587 2604 rBV 642968 1116938 20.32% 3.789%
17 18.585 2634 2637 2641 rBV2 55390 66428 1.21% 0.225%
18 19.213 2741 2744 2747 rBV2 49076 56305 1.02% 0.191%

19 19.554 2798 2802 2813 rBV 768032 1230349 22.39%% 4._.174%
20 20.001 2872 2878 2885 rBV 4141953 5495492 100.00% 18.642%

21 21.311 3098 3101 3119 rVB2 245950 608596 11.07% 2.064%
22 21.546 3138 3141 3151 rVB 172688 243323 4.43% 0.825%
23 21.646 3152 3158 3166 rBV 1029772 1735566 31.58% 5.887%
24 23.162 3412 3416 3424 rVB 124932 232270 4.23% 0.788%
25 24.842 3693 3702 3710 rBV2 581462 1614713 29.38% 5.477%

Sum of corrected areas: 29479758
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On : 23 Jul 2019 17:49

Operator : HP/JU

Sample . K3928-08

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041760.D

4000000

3000000

2000000

8.37

10.85
5.61 719 8.04

e LA = & = HAISMBESUBPILS | SRl | SN LM | EVMBEMMNS | MMMEMMMS SEEUP | SHREE RS

Time--> 3.50 400 450 500 550 600 6.50 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG041760.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

3.20 53.06 ng 1588260 1,4-Dichlorobenzene-d4 8.04
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 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.203 min): BG041760.D (-13) (-) m/z 73.10 100.00%
73
5000 43
55 87
5 63 3.20 3.30 3.40 3.50 3.60
O bbb e 83 e e M/Z 43.10 41.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAL RS AR AN RARAE AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.14%
A T
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.05 26.82%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.97%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.57 Concentration Rank 3

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

7.57 41.09 ng 1230010 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 12
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 762 (7.568 min): BG041760.D (-755) (-) m/z 132.00 100.00%
5000 68
40 54 % 720 7.40 7.60 7.80 8.00
ol 85 | 4 115 m/z 68.10 42.13%
USRS SRS B SR AL SN SN B - -
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 SLEEE AR RARER N
7.20 7.40 7.60 7.80 8.00
m/z 134.00 32.00%
oy i --“--.“i“--‘-“.- Lowmm e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 27 .84Y%
105
39 51 65 77 117 146 165 180 208 222
m/z--> ﬁo Jo eb éo 160 150 140 160 180 200 220
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T A REEREGE eSS
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 16.86%
117
5000
39 91
| G e | |
0 |‘|||||‘|‘|l:::::‘ﬁ:‘:‘:::‘:l‘:||||||||||||||||||
m/z--> 2'0 4'0 I0 8|0 1(')0 12'0 140 1('30 1é0 2(')0 250 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 16.06 ng 1116940 Phenanthrene-d10 17.40
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 2587 (18.291 min): BG041760.D (-2581) (-) m/z 73.05 100.00%
57 78
5000
129 213 ‘/&\\w~w~w__~_h
97 —————eS S
1 143157171185199 2272 2%6 o8 18.IOO 18.|20 18.|40 18.I60
ol 4l 4 m/z 60.10 97.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L UL BN BN
83 18.00 18.20 18.40 18.60
. 213 m/z 43.10 97 .58%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
UL RS BN BN B
57 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 88.67%
29 g7 115 171
185 214
JLis 101 143157 199
WWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid e A AREREEE
3 78 18.00 18.20 18.40 18.60
m/z 55.10 81.47%
5000 129

:

14357171

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.55 14.18 ng 1230350 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 30
Abundance Scan 2801 (19.548 min): BG041760.D (-2798) (-) m/z 43.10 100.00%
5000
19.20 19.40 19.60 19.80
(o} m/z 57.10 84.47%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43 7
5000 129 UV BN U
19.20 19.40 19.60 19.80
97 185 a1 4 m/z 73.05 82.81%
ok, .2% "“I "I ‘M‘Ihl M) 1?7 .‘ .“. | 2|13| L |26|7 .“. ———
m/z--> 50 100 150 200 250 300
Abundance
43 60
19)20 19!40 19!60 19)80 '
5000 129 m/z 60.05 80.96%
83
101 157 185 213 256
e L W S L ?32 L SR
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid i B
78 19.20 19.40 19.60 19.80
43 m/z 55.10 T77.47%
5000 129
185 228
Wi ™
ol 28l Ly | 20186 | on | e T
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecyl pentafluoropropio... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.31 7.01 ng 608596 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
2 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Trihexadecvl borate 735 C48H99B03 002665-11-4 87
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
Abundance Scan 3101 (21.311 min): BG041760.D (-3098) (-) m/z 57.10 100.00%
[ MW/\)V\*W
5000 83
‘ N 111 21.00 21.20 21.40 21.60
138 183 : - : :
ol b I |38, 18%207 230 275 318 35 | w/z 43.10  81.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 R BRI UM
125 21.00 21.20 21.40 21.60
m/z 55.10 52.62%
L2 ‘ \\ \h ‘\‘ ‘\‘1?3 182210238266 _ 311 412
m/z--> 50 250 300 350 400 450 '
Abundance
57
o7 LIRS NI B SUNRE
21.00 21.20 21.40 21.60
5000 m/z 83.10 50.69%
125
o 29 169 196 554 252280 325 476
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene B BEmaRE BT R
43 21.00 21.20 21.40 21.60
m/z 71.10 45_43%
= T w//\\ﬂw
y 111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041760.D

Aca On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.16 2.68 ng 232270 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 3416 (23.162 min): BG041760.D (-3412) (-) m/z 57.10 100.00%

%

5000

22.80 23.00 23.20 23.40

141177211244 280 327 379

0 m/z 71.10 55.98%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LA L L L L LB L

22.80 23.00 23.20 23.40
m/z 43.10 55.96%

M\ 141 183 225 281 337 394

m/z--> 0 5|0 100 1é0 200 250 300 350 4(|)O 4é0 5CI)O 55|O 6CI)O W\J\WN
Abundance
57
USRNSSR AR
22.80 23.00 23.20 23.40
5000 m/z 85.10 38.06%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro- N RaEEE e
57 22.80 23.00 23.20 23.40
m/z 55.10 21.39%
5000
97
ol |, W 141 183217 273309343378414
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23. 00 23. 20 23. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO072319\
Data File : BG041760.D

Acq On 23 Jul 2019 17:49

Operator : HP/JU

Sample - K3928-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519.M
Quant Title : 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... 3.20 53.1 ng 1588260 1 8.04 598650 20.0
unknown? .57 7.57 41.1 ng 1230010 1 8.04 598650 20.0
n-Hexadecanoic acid 18.29 16.1 ng 1116940 4 17.40 1391260 20.0
Octadecanoic acid 19.55 14.2 ng 1230350 5 21.65 1735570 20.0
Nonadecyl pentafl... 21.31 7.0 ng 608596 5 21.65 1735570 20.0
Octacosane 23.16 2.7 ng 232270 5 21.65 1735570 20.0
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