LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06 Instrument :

Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol

agmple : J3587-04 0&w1&os£iaue
isc :

ALS Vial : 23 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-BG060718 .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 5.631 392 399 409 rBV 282193 464482 10.69% 2.693%
2 7.211 661 668 681 rVB 185205 338408 7.79% 1.962%
3 7.587 724 732 740 rBV 507206 879508 20.24% 5.099%
4 8.057 805 812 820 rVB2 157393 270065 6.22% 1.566%
5 8.375 859 866 874 rBV 736504 1314007 30.24% 7.619%
6 9.215 1000 1009 1020 rBV 610307 1072340 24.68% 6.218%
7 10.859 1281 1289 1297 rBV 183443 336405 7.74% 1.951%
8 13.297 1697 1704 1714 rBVY 1677584 2643426 60.83% 15.327%
9 14.120 1838 1844 1850 rBV 69216 105313 2.42% 0.611%
10 14.672 1929 1938 1947 rBV2 319607 536008 12.34% 3.108%
11 15.958 2153 2157 2162 rVB 63335 83308 1.92% 0.483%

12 16.158 2181 2191 2200 rBV 924844 1412480 32.51% 8.190%
13 17.415 2397 2405 2412 rBV 466963 707121 16.27% 4._.100%
14 18.296 2547 2555 2564 rBV2 69436 106112 2.44% 0.615%

15 19.565 2767 2771 2781 rBV3 45463 66389 1.53% 0.385%
16 20.024 2843 2849 2856 rBV 3340655 4345268 100.00% 25.194%
17 21.328 3066 3071 3079 rBVS8 25394 59116 1.36% 0.343%
18 21.680 3125 3131 3139 rBV2 530405 876882 20.18% 5.084%
19 22.479 3262 3267 3272 rBV3 44440 67463 1.55% 0.391%

20 23.172 3380 3385 3395 rVB3 79036 143778 3.31% 0.834%
21 23.977 3513 3522 3532 rVB3 89681 206250 4._.75% 1.196%
22 24.905 3669 3680 3695 rvB2 299804 1005754 23.15% 5.831%

23 26.057 3868 3876 3885 rBv4 59710 158641 3.65% 0.920%
24 27.408 4097 4106 4107 rBV6 26571 48577 1.12% 0.282%

Sum of corrected areas: 17247101
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062218\

BG035356.D

23 Jun 2018 7:06

JussJ

J3587-04

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

061818-DBRI-E-U-S

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035356.D

8.37 9.21
7.59 ;

5.63

7.21 8.06

10.86

0

Time--> 3.50

4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG035356.D

13.30

16.16

17.42
14.67

18.30

A
LI

14.12 15.9 19.57

Ao
=TT

20.02

21.68

21.33

22.48

Time-->

A
LN N N I B B B B N B N I B T

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

3000000

2500000

2000000

1500000

1000000

500000

23.17

TIC: BG035356.D

24.91

26.06

23.98
N 27.41

Ol

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\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.59 65.13 ng 879508 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 732 (7.587 min): BG035356.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2

96.2 LI L L L L L L L

40.1 54.1 1473 7.20 7.40 7.60 7.80 8.00
01 . m/z 68.15 46.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 LI L L L L L L L L B BB
7.20 7.40 7.60 7.80 8.00
m/z 134.15 32.51%
63.0
150 27.0 300 510 > 770 900 1040y,5, |
T T P T T e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132.0
R e e  EEEEE
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.97%
92.0
65.0
105.0
o 27.0 39.0 51.0 77.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A e e
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 21.11%
104.0
5000
31.0 51.0
o A N AT VU NN | NS | N G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 Triethyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.11 ng 83308 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 78
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 39
4 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 33
5 3-Chloro2-fluorobenzoic acid, 4-... 370 C21H32CIFO2 1000338-64-7 33
Abundance Scan 2157 (15.958 min): BG035356.D (-2153) (-) m/z 157.10 100.00%
157.1
5000 115.2
B1 g, 203.2 15.60 15.80 16.00 16.20
Ol prrre ettty o e bbb et || M7z 115.15 38 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
5000 R DR SN UL SRS B
430 115.0 15.60 15.80 16.00 16.20
' 203.0 m/z 43.15 12.78%
‘ ‘ 870
A R A L A S AR A RAR A S SR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
157.0
43.0
15.60 15.80 16.00 16.20
5000 203.0 m/z 203.15 12.18%
115.0
15.0 85.0 231.0 273.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73862: Ethylmalonic acid dipropy! ester e
157.0 15.60 15.80 16.00 16.20
m/z 111.15 9.08%
5000 43.0 115.0
87.0
‘ 188.0
0'“|”'wt“hw“kl““wﬂ”'w'hlﬂ"'”"l“ BRRAYSARSE BARAS SRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
18.30 3.00 ng 106112 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 59
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2556 (18.302 min): BG035356.D (-2547) (-) m/z 73.15 100.00%

41.1
5000

172 2133 256.1 18.00 18.20 18.40 18.60

0 m/z 60.15 78 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid
43.0

18.00 18.20 18.40 18.60
129 0 256.0 m/z 41.15 57.64%

\\h\ L 1570 230
| \ | |

0.‘.‘L ..,..‘.,.‘...,‘....,....,....,

5000
|
illi il

m/z--> 150 200 250 300 350
Abundance
73.0
430 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.15  57.52%
171.0
214.0
O e e L e e B B o o s ey o L e e s BB
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 18.00 18.20 18.40 18.60
m/z 43.10 46.94%
43.0 155.0
5000
115.0
0 tm\h d L 217.0 2790 3300  387.0
- T T T 17T T T L T L T T I T T I
m/z--> 50 1 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BG060718.M Mon Jun 25 15:34:04 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Dodecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.17 3.28 ng 143778 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 3385 (23.172 min): BG035356.D (-3380) (-) m/z 57.25 100.00%
57.3
5000 /N
92 207.9 280 23.00 9320 23.40
141.3 2811 22.80 23.00 23.20 23.40
0 ....,.J..‘.J,..‘-..l,'.l...,‘....,..:.,..3.4.1',1....,....,..4.9.2,'9.. m/z 71.15 83.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48854: Dodecane, 2-methyl-
7.0
5000 UV SR AR
22'80 23.00 23.20 23.40
9.0 141.0 m/z 43.15 54 _.33%
Olls'ldl\lwl‘ ““\\h“l\“ :!:-8|4|C|)|||| B B BUEM e B S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.15 52.52%
99.0
o 141.0183.02250 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane P T R
57.0 22.80 23.00 23.20 23.40
m/z 55.15 26 .56%
5000
9.0
0 141 0 183 02250 338 0
I MR T St Aae sRipn npapangsansapnnpspnnanpnnl I Rpertadof Ao sigsrn
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.98 4.10 ng 206250 Perylene-d12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3523 (23.983 min): BG035356.D (-3513) (-) m/z 57.25 100.00%
51.3
5000 J\
92 23.60 23.80 24.00 24.20
155.3197.3 . : : :
NI U B Y W W tlr R F - o N - £ (S T-o8 51
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000 U AL R B
Bmmmmmmm
m/z 85.15 58.13%
41.0
ob L L L h‘ H,d 018302050 2020
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
57.0
23160 2380 2400 2420 |
5000 m/z 43.20 55.42%
99.0
o 141.0183.0 225. 0267 0309.0 367.0
miz--> 0 55 160 1%0 260 250 300 3%0 460 4éo 560
Abundance #235973: Hexatriacontane
23.60 23.80 24.00 24.20
m/z 55.20 26.68%
5000
o 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035356.D

Aca On - 23 Jun 2018 7:06

Operator : JU/SJ

ﬁ?ggle i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.06 3.15 ng 158641 Perylene-di12 24 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3877 (26.062 min): BG035356.D (-3868) (-) m/z 57.15 100.00%
5%.1
5000
99.3
1413 1973 2393 355.1 25.80 26.00 26.20 26.40
I N & 2939 M98 "m/z 71.20 80.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane
57.0
5000
25.80 26.00 26.20 26.40
99.0 m/z 43.20 62.09%
41.0
bl Ly 00 2250 70 8O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.20 56.11%
99.0
o 141.0 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #202661: Heptacosane
57.0 25.80 26.00 26.20 26.40
m/z 83.20 28.14%
5000
99.0
0l25:9 | | |, 1410 1830 2250 267.0 309.0  380.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062218\

Data File : BG035356.D

Acq On = 23 Jun 2018 7:06

Operator : JU/SJ

3?22'6 i J3587-04 061818-DBRI-E-U-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
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]
unknown? .59 7.59 65.1 ng 879508 1 8.06 270065 20.0
Triethyl citrate 15.96 3.1 ng 83308 3 14.67 536008 20.0
n-Hexadecanoic acid 18.30 3.0 ng 106112 4 17.42 707121 20.0
Dodecane, 2-methyl- 23.17 3.3 ng 143778 5 21.68 876882 20.0
Eicosane 23.98 4.1 ng 206250 6 24.90 1005750 20.0
Tetracosane 26.06 3.1 ng 158641 6 24.90 1005750 20.0
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