LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121918\
Data File : BM018298.D
Aca On : 19 Dec 2018 15:08 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6446-01 P001-SS022-0612-02
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 M\METHODS\8270-BM121518 .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 4.681 299 305 310 rBV 65661 90460 2.00% 0.308%
2 5.122 374 380 394 rBVY 1655791 2353468 51.97% 8.006%
3 6.687 639 646 660 rBY 1507733 2620654 57.87% 8.915%
4 7.028 696 704 713 rBVY 1681975 2588705 57.17% 8.806%
5 7.487 775 782 791 rBV 380043 586731 12.96% 1.996%

7.798 828 835 844 rBV 1233953 1918906 42.37% 6.527%
8.645 971 979 996 rBV 834362 1484865 32.79% 5.051%
10.251 1244 1252 1271 rBV 404442 747568 16.51% 2.543%
2135409 3084112 68.10% 10.491%
13.621 1816 1825 1835 rBV 170537 302336 6.68% 1.028%
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11 14.145 1907 1914 1927 rBV2 599537 944673 20.86% 3.213%
12 15.651 2164 2170 2182 rBV 1693750 2539040 56.07% 8.637%
13 16.909 2378 2384 2399 rVB 738131 1145296 25.29% 3.896%
14 17.821 2534 2539 2547 rBV 280053 407696 9.00% 1.387%
15 18.692 2683 2687 2693 rVB7 25784 46719 1.03% 0.159%

16 18.986 2731 2737 2741 rBV 37118 63887 1.41% 0.217%
17 19.115 2755 2759 2766 rBv3 102089 166335 3.67% 0.566%
18 19.562 2829 2835 2847 rBV 3710026 4528475 100.00% 15.404%
19 20.850 3050 3054 3063 rBvV 417913 557410 12.31% 1.896%
20 21.127 3096 3101 3107 rBV 1170130 1627988 35.95% 5.538%

21 22.156 3273 3276 3279 rBV4 140533 165831 3.66% 0.564%
22 23.285 3462 3468 3475 rVB 806903 1426252 31.50% 4._.852%

Sum of corrected areas: 29397407
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

ﬁ?ggle i J6446-01 P001-55022-0612-02
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018298.D

3500000
3000000
2500000

2000000

5.12 7.03

1500000 6.69

1000000 8.65

500000 7.49 10.25
4.68

R T T e | R A T o S SRS

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018298.D

19.56
3500000

3000000

2500000
12.75
2000000
15.65

1500000

1000000
16.91
14.14

500000 17.82
13.62 186a8812 L.~

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018298.D

3500000
3000000
2500000

2000000

21.13

1500000 23.29

1000000
20.85 22.16

500000 N e e NG

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

ﬁ?ggle i J6446-01 P001-55022-0612-02
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5

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

4.68 3.08 ng 90460 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Dimethadione 129 C5H7NO3 000695-53-4 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 305 (4.681 min): BM018298.D (-299) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.2 440 4.60 4.80 5.00
bl S 2000 sy 59,10 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL A R R
440 460 4.80 5.00
59.0 m/z 101.00 33.14%
27{0 ) g3.0 101.0
O e s o e I S e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
440 460 480 500
0
5000 1010 m/z 58.10 15.09%
%90 84.0
27 -
0...‘al.“bﬁ.‘i‘l..“l“i..‘.‘.l‘l...|‘....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43.0 59.0 440 4.60 4.80 5.00
m/z 41.10 10.53%
5000{ 18.0
0"”“'w“ﬂ*'“i"“l"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

Sample : J6446-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknown7.03 Concentration Rank 1

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

7.03 88.24 ng 2588710 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 704 (7.028 min): BM018298.D (-696) (-) m/z 132.00 100.00%
13R.0
5000 68.1
%01 ®o oo 680 B 70 730 70
o} : R e T m/z 68.10 45_.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 RS NARAS AR RARAS RN
6.60 6.80 7.00 7.20 7.40
70.0 m/z 134.00 32.43%
310 510
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 31.65%
104.0
66.
0 270 500 | ;880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methy!- L B
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.38%
5000
63.0
15.0 " 399 m I 79'0 Ly 104‘..0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

Sample : J6446-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 4 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.82 7.12 ng 407696 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 18
5 Hexadecane 226 C16H34 000544-76-3 18

Abundance Scan 2539 (17.821 min): BM018298.D (-2534) (-) m/z 73.00 100.00%
43.0
5000
213.2 R e A AREm e
157.1 185.2 303.1 17.60 17.80 18.00 18.20
Ot ; m/z 60.00 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 L BRI SR BULLILN B
17. 60 17. 80 18. 00 18. 20
213.0 m/z 55.10 63.45%
I 157.0 185.0
0 Tt "|| |”|II|| .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65562: Tridecanoic acid
430 | 730
17.I60 17.|80 18.|00 18.|20
5000 m/z 43.05 63.36%
129.0
Lo | e, o
0 I\I”\II\”HIH ll ‘,U...Hl‘....,....,.... I ...‘. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83686: Pentadecanoic acid
43.0 730 17.60 17.80 18.00 18.20
m/z 41.05 61.28%
5000 129.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

Sample : J6446-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6

R.T. EstConc Area Relative to ISTD R.T.
19.12 2.04 ng 166335 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 45

Abundance Scan 2760 (19.121 min): BM018298.D (-2755) (-) m/z 73.00 100.00%
5000 NWMVN4ANWmN~v]\L“WV““*””“NM
18.80 19.00 19.20 19.40
0 ; m/z 60.00 66.88%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
430 259
5000
129.0 18.80 19.00 19.20 19.40
‘ 185.0 284.0 m/z 57.05 61.90%
: 241.0
ol 15.0 Il.lll‘l L] .I. I?ll3loll .l SN
miz--> 0 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 18.80 19.00 19.20 19.40
5000 284.0 m/z 55.05 59.78%
129.0
185.0213.0241.0
ol ,JH‘M,.]I n | TR ) 8120 3720
miz--> 0 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid N e e e
43.0 73.0 18.80 19.00 19.20 19.40
m/z 43.10 59.59Y%
5000 129.0
‘ H 199.0 242.0
57.0
0II‘ILIIII[WAIIJI‘I\IIF‘III{JIIIIII T e T
miz--> 0 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

ﬁ?ggle i J6446-01 P001-55022-0612-02
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 6.85 ng 557410 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 3054 (20.850 min): BM018298.D (-3050) (-) m/z 57.05 100.00%

57.

97.1

5000

20.60 20.80 21.00 21.20

181.1 226.1 291.1325.0 .
- 3572 401.0 m/z 83.10 98.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57.0
97.0
5000
20.60 20.80 21.00 21.20
m/z 55.05 94 _.28%
0 25Jo| ,L,J 1 l 139.0 182.0 2240 280.0
e A7
m/z--> 50 100 150 200 250 300 350 400
Abundance #135651: Cyclotetracosane
83.0
43.0 LIRLIL LI BN LI L L LI LI
20.60 20.80 21.00 21.20
5000 336.0 m/z 69.05 93.25%
25.0
11 l | 1670 2100 279.0
ot b AL Ry e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester RN EEEEE e o
43.0 20.60 20.80 21.00 21.20
83.0 m/z 43.10 90.65%
5000
25.0
0 .L#.q.wh%,.#?? M e e
m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. OO 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018298.D

Aca On : 19 Dec 2018 15:08

Operator : JU/SJ

ﬁ?ggle i J6446-01 P001-55022-0612-02
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.16 2.04 ng 165831 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Hexatriacontane 507 C36H74 000630-06-8 58
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 53
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 53
5 10-Methylnonadecane 282 C20H42 056862-62-5 50
Abundance Scan 3277 (22.162 min): BM018298.D (-3273) (-) m/z 71.10 100.00%
1
5000
w61 4301 ases || 2180 2200 220 2240
0 m/z 57.10 97 .45%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107655: Eicosane
57.0
5000 N SR DU LR B
mmnmnmnm
m/z 43.10 70.94Y%
o1, 141 01‘81‘3 0225.0 2820
miz--> 0 55 160 150 260 250 360 3%0 460 4éo 560
Abundance #169089: Hexatriacontane
57.0
21.80 22.00 22.20 22.40
5000 m/z 85.05 61.09%
9.0
0 18.0 | ; 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
miz--> 0 55 160 1%0 260 250 360 350 400 4%0 560
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethylbutyl)- T T
43.0 21.80 22.00 22.20 22.40
m/z 55.10 55.13%
5000 5.0
o 127.0 18305555 2810 3379
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo 560 21. 80 22. 00 22. 20 22. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121918\

Data File : BM018298.D

Acq On : 19 Dec 2018 15:08

Operator : JU/SJ

3?22 le J6446-01 P001-SS022-0612-02
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 3.1 ng 90460 1 7.49 586731 20.0
unknown7 .03 7.03 88.2 ng 2588710 1 7.49 586731 20.0
n-Hexadecanoic acid 17.82 7.1 ng 407696 4 16.91 1145300 20.0
Octadecanoic acid 19.12 2.0 ng 166335 5 21.13 1627990 20.0
3-Eicosene, (E)- 20.85 6.8 ng 557410 5 21.13 1627990 20.0
Eicosane 22.16 2.0 ng 165831 5 21.13 1627990 20.0
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