LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 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-BG111318.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 5.633 392 399 409 rBV 302878 512940 20.94% 3.924%
2 7.231 665 671 683 rVB 203744 381044 15.56% 2.915%
3 7.613 728 736 746 rBV 560114 1002474 40.93% 7.669%
4 8.088 809 817 825 rVB 148511 264961 10.82% 2.027%
5 8.412 864 872 880 rVB 450960 834013 34.05% 6.380%

6 9.264 1009 1017 1026 rBV 477130 877465 35.83% 6.713%
7 10.903 1289 1296 1308 rBV 218504 410454 16.76% 3.140%
8 13.341 1700 1711 1722 rBV 1160897 1839416 75.10% 14.071%
9 14.722 1939 1946 1956 rBV2 341687 566131 23.12% 4_.331%
10 16.208 2192 2199 2211 rBV 809573 1303443 53.22% 9.971%
11 17.472 2407 2414 2423 rBV2 407293 645661 26.36% 4_.939%
12 18.324 2555 2559 2569 rBV2 35428 67412 2.75% 0.516%
13 19.593 2771 2775 2779 rBV6 22711 35658 1.46% 0.273%

14 20.069 2850 2856 2868 rBV 1812849 2449133 100.00% 18.736%
15 21.755 3136 3143 3153 rBvV2 385538 683964 27.93% 5.232%

16 21.902 3164 3168 3177 rVB2 28368 46783 1.91% 0.358%
17 22.519 3265 3273 3280 rBV 40060 73156 2.99% 0.560%
18 23.224 3387 3393 3400 rBvV 48212 96281 3.93% 0.737%

19 24.046 3525 3533 3544 rBV2 47659 113014 4.61% 0.865%
20 25.080 3691 3709 3722 rBV3 201078 737140 30.10% 5.639%

21 26.179 3888 3896 3907 rVB3 31822 95692 3.91% 0.732%
22 27.560 4124 4131 4134 rBVS 15553 35800 1.46% 0.274%
Sum of corrected areas: 13072035
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\

BG038170.D

27 Nov 2018 16:59

Jus/sJ

J6047-04

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG038170.D
1500000
1000000
7.61
500000 8.41 9.26
5.63
10.90
7.23 8.09
0 LA e e L o ML B
Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038170.D
20107
1500000
13.34
1000000
16.21
500000 17.47 21.75
14.72
18.32 19.59 1.90 22.52
O L B B A B L B BB B e ———————- S A2
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: BG038170.D
1500000
1000000
500000
25.08
O B I s o o B e e L o e e LA e e
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

8270-BG111318.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 75.67 ng 1002470 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 736 (7.613 min): BG038170.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 540 || o %O J 720 7.40 7.60 7.80 8.00
0 L m/z 68.00 43.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RS UL LR
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.99%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 30.33%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.19%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.09 ng 67412 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2558 (18.318 min): BG038170.D (-2555) (-) m/z 60.00 100.00%
a1.0 %90
5000
85.0 128.9
171.0 213.1
06. o 256.0 18.00 18.20 18.40 18.60
o} - m/z 72.95 98.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0

18.00 18.20 18.40 18.60
60 || M/z 41.00 80.46%

157.0 1850 213.0

‘J‘u 83.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
R e A RERR
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 79.69%

0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e

73.0 18.00 18.20 18.40 18.60
43.0 m/z 43.00 76.74%
5000 129.0
185.0 228.0
97.0
I ‘ | 1680

0k ..J.” Ll e S

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\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.52 2.14 ng 73156 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 3273 (22.519 min): BG038170.D (-3265) (-) m/z 57.00 100.00%

57.0
5000 85.0

113.0 22. 20 22. 40 22 60 22. 80
141.0 1779 210.1 2649 340.9
0,,|' ,]',"4,-',,,,, et || M7z 43.00  63.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
51.0
5000 LA L L L L L LB L L |
85.0 22.20 22.40 22.60 22.80
29.0 m/z 71.00 61.27%
o | | 1130141.0160.0 107.0 225.0 253.0 282.0
RN LN e e L L R R R e e e R ARRARARRRRRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane
57.0
22.20 22.40 22.60 22.80
5000 85.0 m/z 85.00  43.04%
29.0
0 L .‘ \ ” ‘1113 01141 0 169 0197.0 225.0 268 0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57.0 22.20 22.40 22.60 22.80
m/z 55.00 30.46%
5000 85.0
29.0
. L) A301410169.01060 2400
e e e e e e e e e e R R RS R SRRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22. 20 22. 40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Tetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.22 2.82ng 96281  Chrysene-d12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 87

2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 3392 (23.218 min): BG038170.D (-3387) (-) m/z 57.00 100.00%
.0
5000
¥l 41 1000 260.9 3549 23.00 23.20 23.40 23.60
(o . ' m/z 43.00 62 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
571.0
5000 LIS B L L L L L LB
23. 00 23 20 23. 40 23. 60
m/z 71.00 55.42%
99.0
02W| ,Jlmwlmonmzmo 338.0
L e B o I e LN B A e e e e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
23.00 23.20 23.40 23.60
5000 m/z 85.00 48.42%
99.0
o 2700 | || )y, 1AL 0 183. 0 2250 281.0  337.0  394.0
I e e o e B LA A o e e S e e L
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0 23.00 23.20 23.40 23.60
m/z 41.00 22 .46%
5000
0 27‘ ¥ 19?.01‘ 1410 183.0 240.0
[ e o o e I ESL L e B B e e o o o R R EE R AR
m/z--> 50 100 150 200 250 300 350 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24 .05 3.07 ng 113014 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87

Abundance Scan 3534 (24.052 min): BG038170.D (-3525) (-) m/z 57.00 100.00%

57.0

S

5000
1?10. 206.9 280.9 3549 23.80 24.00 24.20 24.40 '
O A e S e m/z 43.00 57.76%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TTTT LA L L L L L LB

23.80 24.00 24,20 24.40
m/z 71.00 56.08%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 42.78%

113.0 169.0 225.0 281.0 337.0 394.0

%

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 25.37%
B VMWAVNNWVWNWN/\M*Nwﬂ¢wmub*hhf
13.0
0 ,169.0 225, 0 309 0 365 0 437.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24, OO 24, 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112718\
Data File : BG038170.D

Aca On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.18 2.60 ng 95692 Perylene-d12 25.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3896 (26.179 min): BG038170.D (-3888) (-) m/z 57.00 100.00%
57.0 I
5000 85.0
113.0 1550 193.929038 25.80 26.00 26.20 26.40
o I e - m/z 43.00 56.65%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 AU A AR B
25 80 26. 00 26. 20 26.40
m/z 71.00 55.57%
29.0 113.0
. IJ]|LJJMNm%mmnmmw 296.0
m/z--> éo 160 150 200 250 300 3éo
Abundance #182578: Sulfurous acid, butyl pentadecy! ester
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 42 .56%
85.0
LA oo om0 g
m/z--> 50 160 1%0 260 2%0 360 3éo
Abundance #185533: Pentacosane
57.0 25.80 26.00 26.20 26.40
m/z 55.00 23.46%
5000 85.0
113.0
o EWLIJW.‘MP@% 211.0239.0267.0295.0323.0 352.0
m/z--> 50 160 1%0 260 2éo 360 3éo 2580 2600 2620 2640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112718\
Data File : BG038170.D

Acq On : 27 Nov 2018 16:59

Operator : JU/SJ

Sample : J6047-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
unknown7 .61 7.61 75.7 ng 1002470 1 8.09 264961 20.0
n-Hexadecanoic acid 18.32 2.1 ng 67412 4 17.47 645661 20.0
Eicosane 22.52 2.1 ng 73156 5 21.75 683964 20.0
Tetracosane 23.22 2.8 ng 96281 5 21.75 683964 20.0
Tetratetracontane 24 _05 3.1 ng 113014 6 25.08 737140 20.0
Heneicosane 26.18 2.6 ng 95692 6 25.08 737140 20.0
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