LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 5.176 315 321 328 rBV 40679 61748 3.40% 0.609%
2 5.640 390 400 411 rBV 401078 650935 35.80% 6.418%
3 7.226 662 670 681 rBV 426146 744258 40.93% 7.338%
4 7.596 726 733 742 rVB 402368 689539 37.92% 6.798%
5 8.066 807 813 820 rVB 100140 167752 9.23% 1.654%

8.389 859 868 876 rBvV 277038 487302 26.80% 4 _805%
9.223 1002 1010 1019 rBV 250414 446316 24.55% 4._.400%
10.868 1282 1290 1298 rBV 129764 232428 12.78% 2.292%
13.306 1698 1705 1714 rBV 702003 1084185 59.63% 10.689%
14.129 1840 1845 1852 rBV 62277 88014 4._.84% 0.868%

=
QO ~NO®

11 14.681 1933 1939 1947 rBvV2 239033 384294 21.14% 3.789%
12 16.167 2184 2192 2201 rBV 712058 1073460 59.04% 10.584%
13 17.424 2400 2406 2413 rBvV2 371985 570221 31.36% 5.622%
14 18.305 2552 2556 2562 rBV2 44882 62778 3.45% 0.619%
15 18.728 2623 2628 2632 rBV3 23875 28004 1.54% 0.276%

16 20.026 2843 2849 2860 rBV 1447382 1818225 100.00% 17.927%
17 21.325 3063 3070 3077 rBvV2 72822 125017 6.88% 1.233%
18 21.689 3125 3132 3139 rBV 430609 680496 37.43% 6.709%
19 23.369 3412 3418 3424 rVB 58747 106216 5.84% 1.047%
20 24.920 3670 3682 3693 rBV2 212382 641419 35.28% 6.324%

Sum of corrected areas: 10142607
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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

Abundance TIC: BG035521.D
1400000

1200000
1000000
800000

600000

7.23
400000 564 7.60

8.39 9.22

200000
8. 07 10. 87
5.18

Time--> 3.50 4.00 450 5.00 5.50 6.00 6. 50 7.00 750 8.00 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG035521.D
1400000 20.03

1200000
1000000

800000 13.31 16.17

600000

21.69
400000 17.42

14.68

200000

14.13 18.31 15 73 21.32

(O o o e L o o e L LML o e B e AR R

Time--> 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: BG035521.D
1400000

1200000

1000000

800000

600000

400000

24.92
200000

23.37
A

O R A B AR REmas waaw L L e e s

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\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 Hydrazine, 1,1-bis(l-methyl... Concentration Rank 3

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

5.18 7.36 ng 61748 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 53
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
4 Propane. 1l.l1-dipropoxy- 160 C9H2002 004744-11-0 40
5 Dimethadione 129 C5H7NO3 000695-53-4 38

Abundance Scan 322 (5.182 min): BG035521.D (-315) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 5.00 520 540 5.60
el 2437 688 8 Tm/z 59.15  75.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 101.0 LA LS L I

480 5.00 520 5.40 5.60
m/z 101.15 33.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

59.0

4.80 5.00 520 5.40 5.60
50001 18.0 m/z 58.10 21.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-

43.0 4.80 5.00 520 5.40 5.60

m/z 41.15 12 _.35%
5000
101.0
T A P
B e o o LA B e e B T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 2 unknown7.60 Concentration Rank 1

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

7.60 82.21 ng 689539 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 734 (7.602 min): BG035521.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 | R UL L
40.1 3924 7.20 7.40 7.60 7.80 8.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R R UL L
7.20 7.40 7.60 7.80 8.00
m/z 134.15 32.77%
310
m/z--> mmmmmmmmmmmmmmmm
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.07%
14.0 39.0 63.0 104.0
W@m‘wwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14491: 5-Aminoindole | NS NN LU BN N
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.20%
5000
104.0
66.0
14.0 39.0, |,
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 15';0 2(')0 220 240 260 25';0 300 32'0 7.'20 7.'40 7.60 7.530 8.IOO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 6
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.20 ng 62778 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Nonanoic acid 158 C9H1802 000112-05-0 25
Abundance Scan 2557 (18.311 min): BG035521.D (-2552) (-) m/z 73.15 100.00%
73.2
43.1
5000
97.3 1293 213.3
171.3
‘ ‘ “‘ 256.3 18.00 18.20 18.40 18.60
SNS—— [ m/z 60.15  70.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60

83.0 0
157.0 1g50 2130 256.0 m/z 57.20 63.67%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 43.15 63.07%
171.0
97.0
150 152.0 214.0
LI o e i o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 55.15 49.78%
129.0
5000
|| 1000 ] 1720
”.P.”,”..P.”,”.w.”.“.”,”...”. R R RAREREEEREw
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 1-Heneicosyl formate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.32 3.67 ng 125017 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 3069 (21.319 min): BG035521.D (-3063) (-) m/z 83.15 100.00%
431 |832
5000 111.3
139. 3 207.2 21.00 21.20 21.40 21.60
177 2 :
— d B3 e L h/7 69.15  97.29%
m/z--> 50 100 150 200 250 300
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
5000
111.0 21.00 21.20 21.40 21.60
m/z 43.15 81.88%
| | d ‘ L‘1390367019602220 266029403220
m/z--> 50 100 150 200 250 300
Abundance
43.0 83.0
21.00 21.20 21.40 21.60
5000 m/z 97.20 77.29%
111.0
14.0 139.0 168.0106.0 238.0 266.0
m/z--> 50 100 150 200 250 300 '
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
51.0 g3.0 21.00 21.20 21.40 21.60
m/z 55.15 75.88%
5000 111.0
290 ’ 168.0196.0
| ‘-‘. 1N LI ;“‘\ﬂ“?‘o, o o 3420
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\BG062918\
Data File : BG035521.D

Aca On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.37 3.31 ng 106216 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59

Abundance Scan 3418 (23.369 min): BG035521.D (-3412) (-) m/z 69.15 100.00%

69.2
5000

| | 012;:-3"7? 2033 2513283.1 3413 23. 00 23 20 23 40 23. 60

e by S e A m/z 81.15  47.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000

23.00 23.20 23.40 23.60
m/z 41.20 16.85%

137.0
L j}O( OH | 1910 231.0 2730 341.0 410.0
N ..o
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

23.00 23.20 23.40 23.60

5000 m/z 95.15 14 .59%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
o B T e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60

m/z 93.15 12.94%

5000

123.0
\\ﬂiﬂx\:w?o

I T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062918\
Data File : BG035521.D

Acq On : 30 Jun 2018 1:17

Operator : JU/SJ

Sample : J3773-01

Misc :

ALS Vial : 7 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]
Hydrazine, 1,1-bi... 5.18 7.4 ng 61748 1 8.06 167752 20.0
unknown? .60 7.60 82.2 ng 689539 1 8.06 167752 20.0
n-Hexadecanoic acid 18.31 2.2 ng 62778 4 17.42 570221 20.0
1-Heneicosyl formate 21.32 3.7 ng 125017 5 21.69 680496 20.0
Squalene 23.37 3.3 ng 106216 6 24.92 641419 20.0
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