LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\
Data File : BG040463.D
Acqg On : 12 Apr 2019 16:08 Instrument :
Operator : JU/SJ (B.‘,'l\!A_(tSS el

- _ lentosampleld :
3?22'6 : K2311-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 3.183 13 16 25 rvB 53656 89288 3.90% 0.619%
2 5.598 420 427 442 rBvV 321484 547865 23.93% 3.796%
3 7.202 693 700 711 rBVY 236521 462107 20.18% 3.202%
4 7.572 756 763 776 rBV 465434 816432 35.66% 5.657%
5 8.042 834 843 848 rBvY 120582 211148 9.22% 1.463%
6 8.365 891 898 907 rvB 404340 701065 30.62% 4.858%
7 9.217 1036 1043 1057 rBVY 295293 574925 25.11% 3.984%
8 9.540 1092 1098 1104 rVvB2 26838 39958 1.75% 0.277%
9 10.862 1315 1323 1333 rBVY 141786 276488 12.07% 1.916%
10 11.379 1405 1411 1419 rBV3 24756 53338 2.33% 0.370%
11 11.632 1447 1454 1466 rBV10 14174 54182 2.37% 0.375%
12 13.294 1730 1737 1750 rBV 816406 1301696 56.85% 9.020%
13 14.123 1871 1878 1883 rBV 59075 91499 4_00% 0.634%

14 14.675 1965 1972 1982 rVV2 244236 400404 17.49%% 2.774%
15 16.162 2218 2225 2235 rBV 602953 971980 42.45% 6.735%

16 16.796 2326 2333 2344 rBV 337112 596569 26.05% 4._.134%
17 17.419 2433 2439 2452 rBV2 329758 534909 23.36% 3.706%
18 17.695 2479 2486 2489 rBV3 20261 35410 1.55% 0.245%
19 17.736 2489 2493 2502 rvv2 46862 84319 3.68% 0.584%
20 18.283 2581 2586 2593 rBV2 98184 173274 7.57% 1.201%

21 19.546 2796 2801 2807 rBV7 24280 47582 2.08% 0.330%
22 20.016 2875 2881 2893 rVB 1757957 2289797 100.00% 15.866%
23 20.339 2930 2936 2942 rBV2 121920 187830 8.20% 1.301%
24 20.509 2961 2965 2973 rVB2 16154 27827 1.22% 0.193%
25 20.786 3008 3012 3016 rVB4 20546 25718 1.12% 0.178%

26 21.320 3094 3103 3126 rBV5 108441 541380 23.64% 3.751%
27 21.690 3160 3166 3174 rBV 393879 682239 29.79% 4.727%
28 21.831 3185 3190 3196 rVB 53675 78366 3.42% 0.543%
29 22.437 3287 3293 3300 rBvV 77948 120326 5.25% 0.834%
30 23.130 3405 3411 3420 rVB2 93739 177266 7.74% 1.228%

31 23.324 3438 3444 3455 rVB 87766 172424 7.53% 1.195%
32 23.935 3541 3548 3559 rBV2 98426 211517 9.24% 1.466%
33 24.893 3702 3711 3716 rBV2 81690 208130 9.09% 1.442%
34 24.963 3716 3723 3737 rVB2 224451 668117 29.18% 4.629%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

3?22'6 - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.026 3895 3904 3916 rVB2 66110 193598 8.45% 1.341%
36 27.390 4127 4136 4145 rBV6 30097 98165 4._.29% 0.680%
37 29.793 4528 4545 4562 rBV9 112604 684853 29.91% 4._.745%

Sum of corrected areas: 14431991
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG041219\

BG040463.D

12 Apr 2019 16:08

Ju/SsJ

K2311-14 0237-COMP-CS-2-ELTRT-DISS
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG040463.D
1500000
1000000
500000 7.57 8.36
5.60 9.22
7.20
8.04 10.86
0%{.&18 9.54 11. 3& 63
L A B L e B B A e L
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG040463.D
20002
1500000
1000000
13.29
16.16
500000 21.69
16.80 17.42
14.68
18.28 20.34 21.32 22.44
14.12 - 1.83 -
0 At 19.55 0.520.79 i
I I LI B o o o I A
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 TIC: BG040463.D
1500000
1000000
500000
24.96
232332 23.93 29.79
O T T T T T T R R T T T R T T R R R R R R R R R R R T R R R TR
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\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 6

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

3.18 8.46 ng 89288 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 16 (3.183 min): BG040463.D (-13) (-) m/z 73.00 100.00%
7B
5000 43 ?}
87
55
a5 | 67 | 3.20 3.30 3.40 3.50 3.60
) SESEMEERDEBERL 781 PRI . £/ ) m/z 43.00 42.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU U U U AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 24.54%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 55.00 16.29%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #827: 1-Propene-1-thiol
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.61%
5000
45
0 39| 56167 |
m/z--> 20 30 40 50 6|0 7'0 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\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 77.33 ng 816432 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 763 (7.572 min): BG040463.D (-756) (-) m/z 132.00 100.00%

132
5000 68

96 ISR I LA L
40 54 J 720 7.40 7.60 7.80 8.00
ow.'??..!ﬁ"?..,.. eSS 27  Tm/z 67.95  40.38%

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132

69

104
5000 e
7.20 7.40 760 7.80 8.00

31 51 m/z 134.00 32.32%

m/z--> 4 60 80 100 120 140 160 180 200

o

Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 67 m/z 66.00 27.73%
41 53 97 117
79
107
oA 1 N VRN TR L S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl U NSRS f VSO U—
57 132 720 740 760 780 800

m/z 69.00 16.76%

74
116

5000 98
‘ 158 189

m/z--> 40 60 100 120 140 160 180 200 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\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

3?22'6 - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Cyclopentasiloxane, decamet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
954 28 ng 30958  Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cyclopentasiloxane, decamethyl- 370 CI1OH3005Si5  000541-02-6 83
2 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 43

3 Benzoic acid, 2-[(trimethylsilyl.._. 282 C13H2203Si2 003789-85-3 25
4 N-(Trifluoracetyl)-0,0",0""-tris... 495 C20H36F3N04Si3 054135-51-2 25
5 Benzeneacetic acid, .alpha.,4-bi... 326 C15H2604Si2 055334-40-2 23

Abundance Scan 1098 (9.540 min): BG040463.D (-1092) (-) m/z 73.00 100.00%
73
5000 267
355 o
R e
45 9.20 9.40 9.60 9.80
163 191 223 249
obrlpte S s e b Tm/z 266.90 44.76%
miz--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73
5000 355 LA LI L L L L L L BB L |
267 9.20 9.40 9.60 9.80
m/z 355.00 28.37%
2845 | 108 133154171 193 223 249 | 203 323 |
e e e
miz--> 50 100 150 200 250 300 350
Abundance
73
g,
355 9.20 9.40 9.60 9.80
5000 m/z 267.90 10.68%
45 237 268
0 102 126147 181 208 204 324
e L e e SIS
miz--> 50 100 150 200 250 300 350
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl... . ,A. R E RmamE R
73 9.20 9.40 9.60 9.80
m/z 268.90 10.58%
5000 267
45
o8 | | 9 us 135,53 175193211 233
L T e I T e S .
miz--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 unknownll.38 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.86 ng 53338 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanedioic acid, 2-methyl-, di... 174 C8H1404 014035-94-0 37
2 (2)-3-Pentenoic acid, methyl ester 114 C6H1002 036781-66-5 35
3 3-Methyladipic acid 160 C7H1204 003058-01-3 32
4 Hexanedioic acid, monomethyl ester 160 C7H1204 000627-91-8 28
5 Methyl 4-ketohex-5-enoate 142 C7H1003 023684-13-1 17
Abundance Scan 1411 (11.379 min): BG040463.D (-1405) (-) m/z 59.00 100.00%
5o
101 114
5000
[ 143
|” 50 I‘ | | 129 11.00 11.20 11.40 11.60
Obrrrprrrrprrrr e el et L e m/z 54.95 85.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #41475: Pentanedioic acid, 2-methyl-, dimethy! ester
55 114
73
5000
88 143 11.00 11.20 11.40 11.60
27 48 m/z 114.00 57.57%
o SR N V1 R O S N 1 ””1:?.2”““.'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55
|"“|'“'|“M'M"w'
11.00 11.20 11.40 11.60
5000 29 114 m/z 111.00 50.13%
39
72 82
0 63 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31076: 3-Methyladipic acid SN S 1 S S
55 11.00 11.20 11.40 11.60
m/z 101.00 47 .43%
M 114
5000 #
27
0...“%?w..”,..”,.”.,.”.,”.. P T S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 unknownll.63 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.63 3.92 ng 54182 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 25
2 lIsoamyl nitrite 117 C5H11NO2 000110-46-3 14
3 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 14
4 D-Fucose 164 C6H1205 003615-37-0 12
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 10
Abundance Scan 1454 (11.632 min): BG040463.D (-1447) (-) m/z 57.05 100.00%
57
71
97
5000 83
113 125 143 AR RREmemaat T
|| | || il |I| | || | 11.40 11.60 11.80 12.00
Obrrrprrrr e i et et bbb | M/ 60.00 100 . 00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4058: Thiazole, 4,5-dihydro-2-methyl-
60
101
5000
45 11.40 11.60 11.80 12.00
m/z 41.00 93.25%
15 % a7 ‘ L1 s |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
29 4 57
11140 1160 11.80 12,00
5000 n m/z 55.00 83.79%
oL 15 49 85 102 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13424: 3-Methyl-hexanoic acid e
60 11.40 11.60 11.80 12.00
m/z 43.00 82.53%
43
5000
70 87
0 ‘\ 51“\\ \‘\ _ 101 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041219\
Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

Sample : K2311-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tetradecanoic acid Concentration Rank 3

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

16.80 22.31 ng 596569 Phenanthrene-d10 17.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38

Abundance Scan 2334 (16.802 min): BG040463.D (-2326) (-) m/z 73.00 100.00%
5000 ]k\
16. 40 16 60 16 80 17. 00 17. 20
0! m/z 60.00 99 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452:; Tetradecanoic acid
73
43
5000 129 LANLINL L L L LY L L L LB
16. 40 16 60 16 80 17. 00 17. 20
m/z 42.95 83.27%
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 73
16.40 16.60 16.80 17.00 17.20
5000 129 m/z 41.00 61.78%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61122: Dodecanoic acid
73 16.40 16.60 16.80 17.00 17.20
m/z 57.05 60.17%
5000 43 129
‘ 157
101 ‘
200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 8 2-Nitrophenoxathin Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.74 3.15 ng 84319 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nitrophenoxathin 245 C12H7N03S 057106-95-3 58
2 Benzoic acid, 4-methyl-3-(3-meth... 245 C13H11NO4 1000303-22-8 47
3 2,3-Dihydro-4-methoxy-6,7-methyl... 245 C13H11NO4 094521-55-8 43
4 1,2,3,4-Tetrahydro-6-methylthio-... 245 C14H15NOS 1000257-08-8 35
5 Sulfide, 2-(diphenylphosphino)et... 260 C15H17PS 020859-51-2 35
Abundance Scan 2494 (17.742 min): BG040463.D (-2489) (-) m/z 245.10 100.00%
245
199
5000
o 57 1 o1 10p 2913 | 170185 | pis | 260 || 1740 1760 17,80 1800 |
o} m/z 199.10 56.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98003: 2-Nitrophenoxathin
245
5000 199
171 17.40 17.60 17.80 18.00
m/z 157.00 34 .13%
I M ....}0.1.1.19,.“..1.‘,‘9.1.5.?..‘:. ML S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
245
17.40 17.60 17.80 18.00
5000 m/z 246.10 20.58%
39 109 227
77
o 63 9110457132 154 174 212
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98029: 2,3-Dihydro-4-methoxy-6, 7-methylenedioxyfuro(2,3-b...
245 17.40 17.60 17.80 18.00
m/z 129.00 13.34%
5000
oL15 3953 76 mn2mmmm‘mmu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 9 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.48 ng 173274 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2586 (18.283 min): BG040463.D (-2581) (-) m/z 73.00 100.00%
48 4 7B
5000
129 )13
97 i s
115 143157171185199 227 256 g0 18.00 18.20 18.40 18.60
0 M m/z 60.00 97.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256
18.00 18.20 18.40 18.60
21 m/z 43.00 95.70%
L
0::: ||||‘l||”|”|
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 13
UL U BN AN U
57 18.00 18.20 18.40 18.60
5000 129 m/z 57.05 80.61%
29 g7 115 171
185 214
JLis 101 143157 199
WWWWWWTWTWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R RAN R A
78 18.00 18.20 18.40 18.60
43 m/z 55.00 74.24%
5
5000 129
; 185 228
01115 | 143,171
ol i T b T A Lt .‘..1.9??.1?..‘..
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\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 10 unknown20.34 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.34 5.51 ng 187830 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 But-1-en-3-ynyl ethyl sulfide 112 C6H8S 1000298-90-7 27
2 4-(2,6-Dimethyl-morpholin-4-yl)-._._.. 198 C8H14N402 1000275-06-4 27
3 I-Menthone 154 C10H180 014073-97-3 25
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 25
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000089-80-5 25
Abundance Scan 2936 (20.339 min): BG040463.D (-2930) (-) m/z 55.00 100.00%
5000
128141154 198 Sl A s
168181 243 20.00 20.20 20.40 20.60
o} m/z 112.00 74 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6450: But-1-en-3-ynyl ethyl sulfide
112
5000
4 55 97 20.00 20.20 20.40 20.60
- 84 m/z 86.10 67 .28%
0.?‘.5“‘2‘..".‘.”.‘.1 .‘.‘.‘l“....‘luu‘h. A m e A RRRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
112
198 20.00 20.20 20.40 20.60
5000 m/z 41.05 52.20%
41 70
55 g 97 124 183
o 137 154168
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26631: I-Menthone R e A EERmEEa
112 20.00 20.20 20.40 20.60
69 m/z 55.95 43.90%
5000 41 55 139
154
27 83 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 11 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.32 15.87 ng 541380 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
4 10-Heneicosene (c,t) 294 C21H42 095008-11-0 91
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 3103 (21.320 min): BG040463.D (-3094) (-) m/z 55.00 100.00%

56 8

5000
207 21.00 21.20 21.40 21.60
245 267 295 341
0! m/z 57.05 99.53%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LN o o e e
21.00 21.20 21.40 21.60
m/z 43.00 93.68%
29 139
0 ‘\ ‘\‘\ [ N 167 196 238 266 294
- T T T T T T T T T T T T T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance
55 83
S AL R BT B
21.00 21.20 21.40 21.60
5000 11 m/z 83.10 91.06%
29 139
0 167 196 224 252 280 308
I I L o B e T e
m/z--> 50 100 150 200 250 300
Abundance #105686: 13-Tetradecen-1-ol acetate A R RS
43 21.00 21.20 21.40 21.60
a3 m/z 97.05 79.87%
5000
111
o ‘ J‘ L4 1\1?9 167 194211 237254
———t e T e R ma mE R
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 12 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.30 ng 78366 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 62
2 Octadecane 254 C18H38 000593-45-3 58
3 Eicosane 282 C20H42 000112-95-8 58
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 58
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 58
Abundance Scan 3190 (21.831 min): BG040463.D (-3185) (-) m/z 57.05 100.00%
113 155,24 208 21.60 21.80 22.00 22.20
o 1794, 238 268 m/z 43.05 55.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 LI BT SUMLLE UL B
85 21'60 21.80 22.00 22.20
m/z 85.05 51.97%
0 ?? |, 13141169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
21.60 21.80 22.00 22.20
5000 85 m/z 71.10 48.61%
29
. 113 141 169 197 295 254
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane el R
57 21.60 21.80 22.00 22.20
m/z 41.00 19.48%
5000
85
29
o 1] || 218141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 400 450 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 13 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.44 3.53 ng 120326 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 3294 (22.442 min): BG040463.D (-3287) (-) m/z 57.00 100.00%
57
141 169 2220 22.40 22.60 22.80
o...,J “] L JO18 289 288 8% . m/z 43.00 67.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 LR UL IR BN
85 2220 22.40 22.60 22.80
29 m/z 71.00 56.06%
oL k s 141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
22.20 22.40 22.60 22.80
5000 g5 m/z 85.10 45 _55%
29
o 113 141161183 211 239 273 301322343 371394414
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57 22.20 22.40 22.60 22.80
m/z 55.00 20.35%
5000
85
o ?? 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 ﬁo 200 250 300 350 400 2220 22.40 22.60 22.80

8270-BG032719.M Mon Apr 15 05:10:33 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 14 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.13 5.20 ng 177266 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3411 (23.130 min): BG040463.D (-3405) (-) m/z 57.05 100.00%

57
5000 85

| 141 160161211 239 22180 23.00 23.20 23.40
o....,l.. i|1J:l,~ R e N E— m/z 43.10 64.52%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57

5000 85 A e T
22. 80 23. OO 23. 20 23.40

29 s m/z 71.10 53.62%
0 ‘\‘L“ h i j | (141 169 197 205 253 281 309 337 365 394
b A S 2 A A R A
miz--> 50 100 150 200 250 300 350
Abundance
57
22.80 23.00 23.20 23.40
5000 g5 m/z 85.05 48.39%
113
oL 2 141 169189211 239 267 295 323 352
S S P s M AL SN,
miz--> 50 100 15 200 250 300 350
Abundance #141426: Heneicosane
57 22.80 23.00 23.20 23.40
m/z 41.00 22 .70%
85
5000
29 113
ol L 77,141 369 107 225 253 296
—— e e ittt Kt
miz--> 50 100 15 200 250 300 350 2280 23100 2320 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 15 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.32 5.05 ng 172424 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 93
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 80
4 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 64

Abundance Scan 3443 (23.318 min): BG040463.D (-3438) (-) m/z 69.00 100.00%

5000

23.00 23.20 23.40 23.60

161 189 221 257 281

327 356

0 m/z 81.00 48 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
soo0{ 4!
23.00 23.20 23.40 23.60
95 m/z 41.00 27.06%
137
0 L 21777 161 191 217 273299 341 367 410
e T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
B o o S LA et
23.00 23.20 23.40 23.60
5000 m/z 68.00 14 .56%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 23.00 23.20 23.40 23.60
a1 m/z 95.10 13.66%
5000
95 123 149
AT P e S
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 16 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.93 6.33 ng 211517 Perylene-d12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 3547 (23.929 min): BG040463.D (-3541) (-) m/z 57.05 100.00%

5000
113 141 23.60 23.80 24.00 24.20
183 221 281
ol 252 327 355 m/z 71.10 62.78%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
23.60 23.80 24.00 24.20
29 m/z 43.05 62.27%
o h A L1}3‘141 169 197 225 253 281 309 337 365 394
i T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
A T e T
23.60 23.80 24.00 24.20
5000 a5 m/z 85.05 43.99%
29
0 113 141 169 197 226
e e A
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.00 21.28%
5000 85
29 113
ol h I | J (141 169 197 225 253 281 309 338
....,.... e T W B
m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24. 00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 17 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .89 6.23 ng 208130 Perylene-d12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3711 (24.893 min): BG040463.D (-3702) (-) m/z 57.05 100.00%
g7
5000 85
113 24.60 24.80 25.00 25.20
155 207
ol 3 ,I. Ay 1330 183 207225 262 205 327 355 m/z 71.10 64.79%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
24.60 24.80 25.00 25.20
m/z 43.10 58.34%
29 113
oL | ‘L ‘ \ L |77 141 169 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57
| 24.60 24.80 25.00 25.20
5000 85 m/z 85.05 46.03%
113 155
o 137 | 183 507225
m/z--> 55 160 1éo 200 2%0 360 3éo
Abundance #105885: Octadecane
57 24.60 24.80 25.00 25.20
m/z 54.95 21.57%
5000 85
29
0 W ‘\ | il 11%3\1‘}1\169 197 225 254
m/z--> 5'0 1c')o 150 200 250 300 35'30 24.|60 24.|80 25.'00 25.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 18 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.03 5.80 ng 193598 Perylene-d12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3905 (26.032 min): BG040463.D (-3895) (-) m/z 57.05 100.00%
57
5000
9 141 25.80 26.00 26.20 26.40
ob AL 82 26 s w/z 71.05  56.81%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57
5000
25.80 26.00 26.20 26.40
m/z 43.00 51.54%
s s
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
" 25.80 26.00 26.20 26.40
5000 m/z 85.10 47 .48%

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

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7 25.80 26.00 26.20 26.40
m/z 55.00 21.13%
5000
99
o260 1] | 141 183 225 267 309 365
T P T e e T T e T e T N e RERER RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 80 26 00 26. 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 19 Hexatriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
27.39 2.94 ng 98165 Perylene-di12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Docosane, 1l1-decyl- 451 C32H66 055401-55-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 4136 (27.390 min): BG040463.D (-4127) (-) m/z 57.00 100.00%
57
5000 85
127 27.00 27.20 27.40 27.60 27.80
169 211 253 327355
- -‘.L",."-.l.-.,-.'.-..,.-...,-..25.‘1.,....,....,4.1?..,....,.. m/z 71.05 71.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57
5000 85
27.00 27.20 27.40 27.60 27.80
m/z 43.00 62.36%
29 113
o 1) h‘u‘\M‘1?1}69197225253281309337 380
miz--> 0 55 100 150 260 2%0 360 3%0 460 4éo 560
Abundance
57
27.00 27.20 27.40 27.60 27.80
5000 o m/z 85.00 47 .25%
29 113
0 141169197 225253281309337 379 421449477 506
miz--> 0 55 160 1%0 260 250 360 350 460 4éo 560
Abundance #227195: Docosane, 11-decyl-
57 27.00 27.20 27.40 27.60 27.80
m/z 69.00 18.62%
5000 85

113
|77 141169197 225253280 399 336 364 302

B T e T A .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\

Data File : BG040463.D

Acq On : 12 Apr 2019 16:08

Operator : JU/SJ

ﬁ?ggle - K23l1-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 20 unknown29.79 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

29.79 20.50 ng 684853 Perylene-di12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecanone 154 C10H180 001502-06-3 25
2 Toluene-D8 100 C7D8 002037-26-5 22
3 2-Butenoic acid, 3-(methylamino)... 143 C7H13NO2 000870-85-9 22
4 15-Hydroxypentadecanoic acid 258 C15H3003 004617-33-8 18
5 Undecanoic acid, ll-mercapto- 218 C11H2202S 071310-21-9 14

Abundance Scan 4545 (29.793 min): BG040463.D (-4528) (-) m/z 55.00 100.00%

56
98
5000

29.40 29.60 29.80 30.00 30.20
m/z 98.00 75.11%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #26661: Cyclodecanone

111

~

5000 84 NI AL L L
27 29.40 29.60 29.80 30.00 30.20

154 m/z 111.00 58.73%
0 . ‘ \u‘\ \‘135 ‘\
! R e Aaman e S
m/z--> 50 100 150 200 250 300 350
Abundance
98
29.40 29.60 29.80 30.00 30.20
5000 m/z 228.10 53.71%
42 44
18
o—tolblf . b T
m/z--> 50 100 150 200 250 300 350
Abundance #20286: 2-Butenoic acid, 3-(methylamino)-, ethyl ester R Aan nas s e S
98 29.40 29.60 29.80 30.00 30.20
m/z 100.00 52.42%
71
5000 143
30
oA e
m/z--> 50 100 150 200 250 300 350 29.40 29.60 29.80 30.00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041219\
Data File : BG040463.D
Acqg On : 12 Apr 2019 16:08 Instrument :
Operator : JU/SJ ?:II\!A_?S el

- _ lentosampleld :
3?22'6 : K2311-14 0237-COMP-CS-2-ELTRT-DISS
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.18 8.5 ng 89288 1 8.04 211148 20.0
unknown7 .57 7.57 77.3 ng 816432 1 8.04 211148 20.0
Cyclopentasiloxan. .. 9.54 2.9 ng 39958 2 10.86 276488 20.0
unknownll.38 11.38 3.9 ng 53338 2 10.86 276488 20.0
unknownll.63 11.63 3.9 ng 54182 2 10.86 276488 20.0
Tetradecanoic acid 16.80 22.3 ng 596569 4 17.42 534909 20.0
2-Nitrophenoxathin 17.74 3.1 ng 84319 4 17.42 534909 20.0
n-Hexadecanoic acid 18.28 6.5 ng 173274 4 17.42 534909 20.0
unknown20.34 20.34 5.5 ng 187830 5 21.69 682239 20.0
1-Heneicosanol 21.32 15.9 ng 541380 5 21.69 682239 20.0
Heptacosane 21.83 2.3 ng 78366 5 21.69 682239 20.0
Eicosane 22 .44 3.5 ng 120326 5 21.69 682239 20.0
Octacosane 23.13 5.2 ng 177266 5 21.69 682239 20.0
Squalene 23.32 5.0 ng 172424 5 21.69 682239 20.0
Tetracosane 23.93 6.3 ng 211517 6 24.96 668117 20.0
Hexacosane 24 .89 6-2 ng 208130 6 24.96 668117 20.0
Nonadecane 26.03 5.8 ng 193598 6 24.96 668117 20.0
Hexatriacontane 27.39 2.9 ng 98165 6 24.96 668117 20.0
unknown29.79 29.79 20.5 ng 684853 6 24.96 668117 20.0

8270-BG032719.M Mon Apr 15 05:10:40 2019 Page: 23



