LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 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 18 rVB 354166 434900 14.66% 3.778%
2 5.550 413 419 431 rBV 170800 285183 9.61% 2.477%
3 7.159 686 693 704 rBV 100277 196464 6.62% 1.707%
4 7.524 749 755 766 rBV 351072 627926 21.16% 5.454%
5 7.994 829 835 843 rBV 100792 170534 5.75% 1.481%

8.323 883 891 899 rBvV 339667 596011 20.09% 5.177%
9.163 1026 1034 1046 rBvV 242231 464902 15.67% 4.038%
10.820 1308 1316 1325 rBV 116804 231066 7.79% 2.007%
13.276 1726 1734 1757 rBV 891490 1458157 49.14% 12.666%
14.110 1870 1876 1886 rBV 25333 45576 1.54% 0.396%

=
QO ~NO®

11 14.656 1962 1969 1981 rBV 230897 371279 12.51% 3.225%
12 16.149 2216 2223 2237 rBV 805575 1308776 44.11% 11.368%
13 17.406 2431 2437 2449 rBvV2 312999 498507 16.80% 4 _330%
14 18.299 2584 2589 2599 rBv4 32943 58182 1.96% 0.505%
15 20.021 2875 2882 2896 rBV 2284539 2967268 100.00% 25.774%

16 21.319 3098 3103 3116 rBV2 56004 107669 3.63% 0.935%
17 21.684 3158 3165 3179 rVB2 376416 642776 21.66% 5.583%

18 21.872 3192 3197 3202 rBvV 22427 29853 1.01% 0.259%

19 22.483 3294 3301 3307 rBv2 30135 55181 1.86% 0.479%

20 23.182 3413 3420 3429 rBV 39318 76998 2.59% 0.669%

21 23.993 3551 3558 3566 rVB3 38787 82426 2.78% 0.716%

22 24.915 3705 3715 3730 rBV 225240 739518 24.92% 6.424%

23 26.090 3904 3915 3922 rBV6 21197 63491 2.14% 0.551%
Sum of corrected areas: 11512643
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample . K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

Abundance TIC: BG042634.D
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Abundance TIC: BG042634.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 unknown3.12 Concentration Rank 3

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

3.12 51.00 ng 434900 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 42
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 5 (3.117 min): BG042634.D (-3) (-) m/z 73.10 100.00%
3
5000 /\
43 L
55 87 320 3.30 340 350
39 m/z 43.10 33.64%
46 51 | 59 6779
mz-> % 95 % 35 40 45 % 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
1320 330 340 350
5000 m/z 87.10 28.82%
29
26| 33 39 4650 | 59 6770
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl- 3.20 3.30 3.40 3.50
B m/z 55.10 25.07%
5000 43 /\\
58 87 N A LU I U
29 3.20 3.30 3.40 3.50
e ekt e e 2 b e et || M/Z 41210 9.83%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1997: Silane, tetramethyl-
73
P T
5000 3.20 3.30 3.40 3.50
45
262932 37 42 | 525559 65 70 ||76 80 84 88
A AR L AR RN AN RN RRALE ARAAN AL RARAN AL RERLN LARES RARRS AR
m—86082@195M30|'U§ 8ep40301%550H:-38 ADIB 80 85 90 95
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 2 unknown7.52 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.52 73.64 ng 627926 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (7.518 min): BG042634.D (-749) (-) m/z 131.95 100.00%
5000 /\»
68 L RS R s E
7.20 7.40 7.60 7.80
96
m/z 68.10 33.73%
40 54 77 87 | 105115
LA B i e o o B o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
T
69 104 7.20 7.40 7.60 7.80
5000 m/z 134.00 33.21%
a1 51 8
..|.."-,!.|!.,.!'.~.|,....,.'|...,.. T
m/z--> 40 60 80 100 120 140 160 180 ettt
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal 7.20 7.40 7.60 7.80
132 m/z 66.10 22.73%
5000 er A
41 97
53 117 Iﬁllllllllllllllllllll
‘ ‘ 79 | 7.20 7.40 7.60 7.80
ol es i a0e [ Thjz 96.10  13.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
RS s E
5000 og 116 7.20 7.40 7.60 7.80
SN . ‘“ 3 “JW‘ R
WIO—BGOSZZngM Tﬂé Se@ﬂ 03 10_07 542fB9 24019 160 180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.33 ng 58182 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 43
Abundance Scan 2589 (18.299 min): BG042634.D (-2584) (-) m/z 73.00 100.00%
60 1B
43
5000 129 213

18.00 18.20 18.40 18.60
m/z 60.00 85.04%

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107548: n-Hexadecanoic acid
43 60 73
SRS Hh, 'V Y S
18.00 18.20 18.40 18.60
s000] 29 osg m/z 43.10 78.18%

213

143

157171 1851

h I vid

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid 18.00 18.20 18.40 18.60
60 B m/z 55.10 76.65%
43
5000
129
29
‘ ‘ 143 57171 18.00 18.20 18.40 18.60
S ' 1 m/z 57.05 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000 18.00 18.20 18.40 18.60

29

15 \‘ M I

7QR-BG082209 4N TMle epl0031207 184189 1BO1HO 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 Cycloeicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2132 3.35ng 107669  Chrysene-d12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvcloeicosane 280 C20H40 000296-56-0 96

1000351-80-9 95
959261-25-7 94
1000351-88-8 94
1000351-81-0 94

2 Docosvl pentafluoropropionate 472 C25H45F502
3 Pentafluoropropionic acid. octad... 416 C21H37F502
4 Nonadecvl pentafluoropropionate 430 C22H39F502
5 Tricosyl pentafluoropropionate 486 C26H47F502

Abundance Scan 3103 (21.319 min): BG042634.D (-3098) (-) m/z 57.10 100.00%
57
83
5000
21.00 21.20 21.40 21.60
1 m/z 43.05 70.72%
169191 221
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane
56
83
21.00 21.20 21.40 21.60
5000 m/z 55.05 69.64%
29
| 139 168 196 224 252 280
i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate 21.00 21.20 21.40 21.60
57 m/z 83.10 62.67%
97
5000
125
29 21.00 21.20 21.40 21.60
PLAA L | 158181 22080 280308 353 454 m/z 97.10 55.56%
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII - -
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97
5000 21.00 21.20 21.40 21.60
125
29
\J | | ”\ n “ | \|1?3A182 224 2?2 297 398
L B e o e e LSS o o B B ML
82mM2-BG082219 .M IWae 3I&p 0017 :5H4:4@0@R010 400 450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 6 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.40 ng 76998 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3420 (23.182 min): BG042634.D (-3413) (-) m/z 57.10 100.00%
57
85
5000
22.80 23.00 23.20 23.40
m/z 71.05 60.69%
183 225 253 283
m/z--> B '55' 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 43.10 58.51%
29
L) 11 ,l ATT199 197 225 253 22
m/z--> 55 150 200 250 300 3éo ' g s,
Abundance #215181: 2-methyloctacosane 22.80 23.00 23.20 23.40
7 m/z 85.05 53.36%
5000 85
29 \ | J113 141 169 365 22.80 23.00 23.20 23.40
P TE 169 197 225 267 295 3% 38 sy 55,10 25.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
000 85 22130 2300 2320 2340
29 113
\ w } L L ” 141 169 197 225 253 295 323 367
T | R R
82M@~-BG082219. M Tm@ SepHDB Lm654 2% 201300 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042634.D

Aca On : 31 Aug 2019 14:34

Operator : HP/JU

Sample : K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.23 ng 82426 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3558 (23.993 min): BG042634.D (-3551) (-) m/z 57.10 100.00%
57
85
5000
23.60 23.80 24.00 24.20 24.40
0
d .l| 141 169 1?7 225 2?7 m/z 71.10 70.59%
m/z--> 55 1%0 260 2%0 360 3%0 '
Abundance #185533: Pentacosane
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 43.05 57 .40%
113
%9l 1 .| L J 1 | 189211 239 267 295 323 352
m/z--> 55 100 150 200 250 360 3%0 '
Abundance #209565: Octacosane 23.60 23.80 24.00 24.20 24.40
7 m/z 85.05 53.32%
5000 85
29 23.60 23.80 24.00 24.20 24.40
11, ;\ | J141 169 ,197 225 253 281 309 337 365 394 n/7 5510 23 530
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane
57
5000 23.60 23.80 24.00 24.20 24.40
85
29
{ . d1}3 141 169 197 225 253 281 323 351 380
""' I""""""""""I""I
m@-B8G08221% .M Tu@ Sep503 17p254:248® 20190 350

Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083119\
Data File : BG042634.D

Acq On : 31 Aug 2019 14:34

Operator : HP/JU

Sample - K4592-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Title :

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|
unknown3.12 3.12 51.0 ng 434900 1 7.99 170534 20.0
unknown7 .52 7.52 73.6 ng 627926 1 7.99 170534 20.0
n-Hexadecanoic acid 18.30 2.3 ng 58182 4 17.41 498507 20.0
Cycloeicosane 21.32 3.4 ng 107669 5 21.68 642776 20.0
Eicosane 23.18 2.4 ng 76998 5 21.68 642776 20.0
Pentacosane 23.99 2.2 ng 82426 6 24.92 739518 20.0
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