LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 4.675 299 304 311 rBV 54535 77010 2.52% 0.303%
2 5.116 373 379 391 rBVY 1352169 1965041 64.31% 7.732%
3 6.687 639 646 660 rBY 1307565 2183672 71.47% 8.592%
4 7.022 697 703 716 rBY 1393664 2181444 71.40% 8.583%
5 7.487 774 782 792 rBV 398494 640727 20.97% 2.521%
6 7.798 828 835 848 rBV 954032 1552607 50.82% 6.109%
7 8.640 971 978 990 rBV 681258 1239108 40.56% 4.875%
8 10.251 1245 1252 1268 rBV 455743 833978 27.30% 3.281%
9 12.751 1670 1677 1689 rBV 1654136 2625857 85.94% 10.332%
10 13.622 1820 1825 1834 rBvV 75022 131123 4._.29% 0.516%

11 14.145 1906 1914 1925 rBV2 689272 1071901 35.08% 4.217%
12 15.651 2164 2170 2183 rBV 1399869 2099274 68.71% 8.260%
13 16.904 2376 2383 2389 rBvV 803421 1172051 38.36% 4.612%
14 16.951 2389 2391 2397 rVB 46562 59479 1.95% 0.234%
15 17.821 2530 2539 2549 rBV3 257585 442414 14.48% 1.741%

16 18.986 2731 2737 2748 rBV 120719 208086 6.81% 0.819%
17 19.115 2755 2759 2767 rBV2 93108 148340 4._86% 0.584%
18 19.351 2791 2799 2804 rBV 110045 191722 6.27% 0.754%
19 19.562 2830 2835 2841 rBV 2558010 3055375 100.00% 12.022%
20 20.380 2971 2974 2978 rBV3 43049 55940 1.83% 0.220%

21 20.851 3050 3054 3064 rVB 310796 407689 13.34% 1.604%
22 21.133 3095 3102 3106 rBV 946256 1349098 44.15% 5.308%

23 21.292 3126 3129 3134 rBV3 77004 89144 2.92% 0.351%
24 21.715 3199 3201 3205 rBV3 56491 67874 2.22% 0.267%
25 22.162 3274 3277 3280 rVB4 72619 82338 2.69% 0.324%

26 22.280 3293 3297 3302 rVB 255435 351123 11.49% 1.382%
27 23.292 3463 3469 3478 rVB 612470 1133356 37.09% 4._.459%

Sum of corrected areas: 25415771
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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:\SVOASRVA\HPCHEMI\BNA M\DATA\BM121918\

BM018304.D

19 Dec 2018 19:47

JussJ

J6453-01

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 Guanidine Concentration Rank 6

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

4.68 2.40 ng 77010 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 38
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 36
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36

Abundance Scan 305 (4.681 min): BM018304.D (-299) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
83.1 4.40 4.60 4.80 5.00
o et el e e || M/Z 5900 72.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine
43.0 54.0
5000 18.0 U UL A L R
4.40 4.60 4.80 5.00
28.0 m/z 101.10 31.59%
0"'|“"|'“JT'“'” L UL SUMRILS UL LI IR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
440 460 480 500
5000 5.0 m/z 58.10 16.05%
15.0 101.0
0 \?J\-O Ly I 83.0 I ‘
UL S FURILELS FULEUR SUREUILS SO SURILILS SURLIU I S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4651: 1-Butanol, 3—methoxy— L L B
59.0 4.40 4.60 4.80 5.00
m/z 41.10 11.20%
5000
31.0
150 g, PO 1 7m0 80 459
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 4.40 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 : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 2 unknown7.02 Concentration Rank 1

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

7.02 68.09 ng 2181440 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 703 (7.022 min): BM018304.D (-697) (-) m/z 132.00 100.00%
13p.0
5000 68.1
00 sy || N obo 6B 700 120 Te0
o S| . m/z 68.10 47.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0
5000 RSN AL RS R
6.60 6.80 7.00 7.20 7.40
2.0 510 m/z 66.10 33.07%
0"P'”I“'WL“WP!”JL'W'”!P'“I”'W'“'P'”I“'W'“'Ih”l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
13p.0
6.60 6.80 7.00 7.20 7.0
5000 97.0 m/z 134.00 32.30%
70.0
31.0
0 ‘ 44\. 0 Ly Ly ! 86 0 I 116.0 1
mizes 15 20 % 45 0 60 708 80 100 140 130 130 150
Abundance #14006: 5-Aminoindole T BRamr B
13p.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 21.23%
5000
104.0
ol 140 270 300 510 00770 g9 | ms0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 7.55 ng 442414 Phenanthrene-d10 16.90
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 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2539 (17.821 min): BM018304.D (-2530) (-) m/z 73.00 100.00%
73.0
41.1
5000 129.1
97.0 213.2 O O PN Mo e
157.1 1852 256.2 17.60 17.80 18.00 18.20
- m/z 60.00 81.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R U SR SN R
17.60 17.80 18.00 18.20
120.0 256.0 m/z 41.10 65.44%
oLl I I %70 1280 15001710 104 02130 z370"
m/z--> 25 Jo 85 160 150 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0 17.60 17.80 18.00 18.20
m/ 55.05 60.72%
5000 1290 4 0
185.0 228.0
| e |
0II‘”I\I‘I\Ilnlu‘lwl‘ \‘H”I‘HI\ \M Imlwlll\lllllle:e:lol ||||‘|||| |||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730 17.60 17.80 18.00 18.20
' m/z 43.10 58.37%
5000
129.0
970 ‘ 171.0 214.0
0 IIMII\JJINEJIW\\ \Mh..ﬁ‘....,..u .,}??.?. 8 L X i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 7
R.T. EstConc Area Relative to ISTD R.T.
19.12 2.20 ng 148340 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Eicosane 282 C20H42 000112-95-8 11
4 1-Cvano-4-cvclohexvlbenzene 185 C13H15N 027634-88-4 11
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 11
Abundance Scan 2760 (19.121 min): BM018304.D (-2755) (-) m/z 73.00 100.00%
.0
5000
18:80 19.00 19.20 19.40
0 m/z 43.05 75.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
430 730
5000 AR SR R AR
18.80 19.00 19.20 19.40
m/z 57.10 64 .45%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0 18.80 19.00 19.20 19.40
m/ 55.00 60.71Y%
5000 129.0 z 0
185.0 228.0
e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane AR EERREREE LS
57.0 18.80 19.00 19.20 19.40
m/z 59.95 59.42%
5000
85.0
29.0
0 ‘ |y us0 1410_169.0 282.0
m/z--> 26 Jo éo 85 160 150 140 1éo 1éo 200 220 240 2éo 2éo 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 6 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.85 6.04 ng 407689 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
3 Z-8-Hexadecene 224 C16H32 1000130-87-5 90
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 87
Abundance Scan 3054 (20.851 min): BM018304.D (-3050) (-) m/z 57.05 100.00%
57.
97.0
5000
U AU L B
39.1 2261  9g11 20.60 20.80 21.00 21.20
ol i i l e, 93T SRl sasl 4010 0 sz 69.05  93.374%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 R AR AR A B
20. 60 20 80 21. oo 21 20
m/z 43.10 85.46%
o LLALLL }3?9 1820 224 2660
m/z--> 50 160 1éo 260 250 360 3%0 460
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
970 " 20.60 20.80 21.00 21.20
5000 m/z 83.10 84.61%
ol il 11310 169. 0202023‘80 283.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #72490: Z-8-Hexadecene LI I L B B B L B
41.0 20.60 20.80 21.00 21.20
830 m/z 55.10 80.43%
’ 224.0
5000
25.0
0 \ JL 1 167 0 L
m/z--> 55 100 1éo 260 250 360 3%0 460 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018304.D

Aca On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample : J6453-01

Misc :

ALS Vial : 5 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 7 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.28 6.20 ng 351123 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80

4 3.7.11-Tridecatrienenitrile. 4.8...
5 Trideca-1,3,7,11-tetraene-1,1-di...

231 C16H25N
268 C18H24N2

006006-01-5 56
1000159-88-9 53

Abundance Scan 3297 (22.280 min): BM018304.D (-3293) (-) m/z 69.10 100.00%
69.1
1211 22,00 22.20 22.40 22.60
161 0 209.0 : : : ;
O bl 4 2000 2090 2688 341l 3900 4312 nz7781.10  43.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LA L L L L L LB L
22. 00 22 20 22. 40 22 60
m/z 41.05 20.91%
o 29-4 RE: 0ll 1 . 191.0 231.0 2730 3410 4100
e e B e B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
e R,
22.00 22.20 22.40 22.60
5000 m/z 68.00 11.91%
29.
123.0
ol B0 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0 22.00 22.20 22.40 22.60
m/z 95.10 11.50%
5000
37.0
ol 229 105.0, ﬂ‘ 191.0 231.0 273.0 341.0 410.0
i L A o e ol A L B e
m/z--> 50 100 150 200 250 300 350 400 22. 00 22 20 22. 40 22 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
Data File : BM018304.D

Acq On : 19 Dec 2018 19:47

Operator : JU/SJ

Sample - J6453-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
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]
Guanidine 4.68 2.4 ng 77010 1 7.49 640727 20.0
unknown? .02 7.02 68.1 ng 2181440 1 7.49 640727 20.0
n-Hexadecanoic acid 17.82 7.5 ng 442414 4 16.90 1172050 20.0
Octadecanoic acid 19.12 2.2 ng 148340 5 21.13 1349100 20.0
1-Nonadecene 20.85 6.0 ng 407689 5 21.13 1349100 20.0
Squalene 22.28 6.2 ng 351123 6 23.29 1133360 20.0
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