LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\
Data File : BG040908.D
Acq On : 12 May 2019 14:10 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS el

- _ lentosampleld :
3?2?6 - (2r06-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.141 5 9 18 rBvY 112252 194668 4._38% 0.611%
2 3.218 18 22 40 rVB 243412 345779 7.77% 1.086%
3 5.668 430 439 448 rBV 1108296 1804317 40.57% 5.666%
4 7.278 705 713 724 rBV 1218127 2137526 48.06% 6.713%
5 7.660 769 778 788 rBV 1194768 1984281 44.61% 6.231%
6 8.130 852 858 869 rvB 216256 372859 8.38% 1.171%
7 8.453 906 913 921 rVB 808740 1407522 31.65% 4.420%
8 9.311 1050 1059 1069 rBV 740826 1328199 29.86% 4.171%
9 10.956 1332 1339 1346 rBV 299761 527409 11.86% 1.656%
10 13.388 1743 1753 1763 rBV 2004642 3048611 68.54% 9.574%

11 14.205 1886 1892 1899 rBV 217568 318218 7.15% 0.999%
12 14.763 1980 1987 1995 rVB2 513394 803302 18.06% 2.523%
13 16.250 2232 2240 2247 rBV 1872692 2804709 63.06% 8.808%
14 17.507 2447 2454 2459 rBvV2 709730 1072387 24.11% 3.368%

15 17.548 2459 2461 2469 rVB 74884 91087 2.05% 0.286%
16 18.359 2593 2599 2607 rBV2 342702 543885 12.23% 1.708%
17 18.424 2607 2610 2615 rVB2 46040 70974 1.60% 0.223%
18 18.565 2630 2634 2639 rBV2 54358 100492 2.26% 0.316%
19 18.870 2681 2686 2690 rBV 39154 52037 1.17% 0.163%
20 18.911 2690 2693 2698 rVV3 33614 51613 1.16% 0.162%

21 19.281 2751 2756 2761 rBV3 59404 102286 2.30% 0.321%
22 19.428 2775 2781 2787 rBV5 42042 90009 2.02% 0.283%
23 19.546 2797 2801 2807 rVB 203850 306518 6.89% 0.963%
24 19.622 2807 2814 2823 rBV4 100477 186678 4._.20% 0.586%

25 19.698 2823 2827 2831 rBV 37117 55113 1.24% 0.173%
26 19.810 2839 2846 2850 rBV2 33420 62999 1.42% 0.198%
27 19.910 2858 2863 2869 rVB 408265 605669 13.62% 1.902%
28 19.975 2869 2874 2879 rBV2 30653 44483 1.00% 0.140%

29 20.104 2889 2896 2907 rVB 3319314 4447777 100.00% 13.968%
30 20.233 2913 2918 2924 rVB2 47552 102175 2.30% 0.321%

31 20.374 2935 2942 2952 rVB5 67780 209013 4._.70% 0.656%
32 20.556 2969 2973 2982 rVB 80778 138385 3.11% 0.435%
33 20.697 2992 2997 3001 rBV 94682 132900 2.99% 0.417%
34 20.738 3001 3004 3013 rVB 70694 107512 2.42% 0.338%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\
Data File : BG040908.D
Acq On : 12 May 2019 14:10 Instrument :
Operator : HP/JU ?:II\!A_?S el

- _ lentosampleld :
3?2?6 - (2r06-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 21.167 3073 3077 3084 rVB 43130 79095 1.78% 0.248%

36 21.385 3110 3114 3121 rBV2 195608 343654 7.73% 1.079%
37 21.790 3173 3183 3188 rBV2 750247 1589252 35.73% 4.991%
38 21.837 3188 3191 3198 rVB 193842 295651 6.65% 0.928%
39 21.937 3205 3208 3213 rVB4 33159 47038 1.06% 0.148%
40 22.060 3224 3229 3243 rVB 69250 170391 3.83% 0.535%

41 22.542 3302 3311 3314 rBV3 45973 135489 3.05% 0.425%
42 22.619 3319 3324 3334 rVB4 46549 108511 2.44% 0.341%
43 22.713 3335 3340 3346 rBVS5 22100 50440 1.13% 0.158%
44 23.277 3430 3436 3449 rVB6 84896 210636 4.74% 0.661%
45 23.476 3467 3470 3481 rVB6 61086 130375 2.93% 0.409%

46 24.064 3561 3570 3577 rBV2 133726 492916 11.08% 1.548%
47 24.340 3611 3617 3623 rVB4 34796 79695 1.79% 0.250%
48 24.822 3690 3699 3711 rVB 136106 373234 8.39% 1.172%
49 24.975 3716 3725 3733 rVB2 144791 394262 8.86% 1.238%
50 25.139 3741 3753 3762 rBV2 390041 1214779 27.31% 3.815%

51 28.970 4394 4405 4423 rVB3 65921 313015 7.04% 0.983%
52 29.640 4512 4519 4523 rBVS 17262 48108 1.08% 0.151%
53 30.174 4601 4610 4611 rBV2 51797 115047 2.59% 0.361%

Sum of corrected areas: 31842980
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
BG040908.D

12 May 2019 14:10

HP/JU

K2766-02

35 Sample Multiplier: 1
Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

P026-SS006-0612-01

Abundance
3000000
2500000
2000000
1500000
1000000

500000
3. %2

TIC: BG040908.D

7.28
5.67 7.66

8.45 9.31

8.13

10.96

0

Time-->

350 400 450 5.00 5.50 6.00 650

7.00 750 800 850 9.00 9.50

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040908.D

13.39

16.25

17.51
14.76

14.20
11.55

ez

20.10

A NWa\ A A N -
LN S B N B L B D B B T 1

05
Time-->

13.00 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

o

23.28.48

TIC: BG040908.D

25.14

24.094.34 24289 28.97

29.64 30.17

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-BG042319.

M Mon May 13 18:26:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 18.55 ng 345779 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 22 (3.218 min): BG040908.D (-18) (-) m/z 73.00 100.00%
7B
5000 43
55 87
176 3.20 3.30 3.40 3.50 3.60
| ) U FUS  — L m/z 43.00 43.03%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA U UGN IS IR AR
43 9 3.20 3.30 3.40 3.50 3.60
87 m/z 55.00 29.04%
. -.----.-‘l“e-‘.“-‘--‘-.--“-‘-.-‘---1??---.----.----.----.-
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 87.00 26.73%
43
o 15 29 53 63 88
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.52%
5000
45 59
o 15 29 7 | | 87 103 130 147
m/z--> 0 20 40 60 80 100 120 140 160 180 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.66 Concentration Rank 1

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

7.66 106.44 ng 1984280 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 778 (7.660 min): BG040908.D (-769) (-) m/z 132.00 100.00%
132
5000 68
40 % ” 740 7.60 7.80 8.00
of 115 < m/z 68.00 49.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A ARAS RARRS LR
7.40 7.60 7.80 8.00
m/z 66.00 34.61%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 31.93%
104

63
oL15 39 79
1
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #14491: 5-Aminoindole e L A,

132 7.40 7.60 7.80 8.00
m/z 69.10 22.42%

5000
104
66
ol 27 50 | 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 10.14 ng 543885 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2599 (18.359 min): BG040908.D (-2593) (-) m/z 73.00 100.00%
43 60 73 ALWM
5000
129
7 185 28 256 PSR SRR BN SRR
01115 | 1431571715109 | 557, 18.00 18.20 18.40 18.60
(o} m/z 43.05 91 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 UL SRR
mmmmmmmm
‘ 4157171185 213 256 m/z 60.00 89.46%
\ “ 199 227y
0‘ HIM‘IIH MH ‘\HI\\I |||||||||||‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 1840 18.60
5000 129 m/z 55.00 77.91%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #61121: Dodecanoic acid
60 73 18.00 18.20 18.40 18.60

m/z 41.00 75.09%

43
5000
129
29 , 157 200
1015 s 171
15‘ L1, H\ \‘ H\‘ \‘ gl 185

VS NN )t e - B AR RS =S LD

m/z--> 20 40 60 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\BG051119\
Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

Sample : K2766-02

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.62 3.48 ng 186678 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2814 (19.622 min): BG040908.D (-2807) (-) m/z 73.00 100.00%
5000
" 10140 19.60 19.80 20.00
0 m/z 43.00 98.66%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 U RN BRI SR B
19.40 19.60 19.80 20.00
97 185 oy 284 m/z 60.00 98.12%
AP T =TS B
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
19.40 19.60 19.80 20.00
5000 129 m/z 55.00 96.75%
97 199 242
ol 15 157 180 223
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #84452: Tetradecanoic acid S e o me
3 19.40 19.60 19.80 20.00
43 m/z 57.00 82.61%
5000 129
185
97 228
NEL A7) | 200 |
m/z--> 50 100 1&'30 2(')0 25'30 3(')0 3éo 19.'40 19.|60 19.|8O 20.'00

8270-BG042319.M Mon May 13 18:26:26 2019

P026-SS006-0612-01

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.37 2.63 ng 209013 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 72
Abundance Scan 2941 (20.368 min): BG040908.D (-2935) (-) m/z 216.00 100.00%
216
5000
71 94 133 165 240 20.00 20.20 20.40 20.60
o oA ¥ "n/z 215.00 92.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216
5000 UV UM SRR
20.00 20.20 20.40 20.60
m/z 212.95 28.41%
95 189
ol14 39 63 | ;122 163 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance
216
20.00 20.20 20.40 20.60
5000 m/z 217.00 18.81%
108
0 57 139 163 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #74423: 11H-Benzo[a]fluorene
216 20.00 20.20 20.40 20.60
m/z 43.05 16.66%
5000
108
o 43 63 87 | 163 189
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

Sample : K2766-02

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 3-Eicosene, (E)-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.38 4.32 ng 343654 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
5 Cycloeicosane 280 C20H40 000296-56-0 90

Abundance Scan 3113 (21.379 min): BG040908.D (-3110) (-) m/z 57.10 100.00%
57
83
41
5000
NI BN BN
139 166 208 21.00 21.20 21.40 21.60
ol 208 200240265 295 m/z 43.05 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57
5000 AU DA RS B
29 21,00 21.20 21.40 21.60
m/z 55.00 80.08%
o ‘ J 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 21,00 21.20 21.40 21.60
5000 m/z 83.05 76.81%
29 111
o 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127770: 9-Eicosene, (E)-
21.00 21.20 21.40 21.60
m/z 69.05 68.10%
o 139 168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

Sample : K2766-02

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG042319.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 9 7H-Benz[de]anthracen-7-one Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22 .06 2.14 ng 170391 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 93
2 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 83
3 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 81
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 64
5 4-Pyrenecarbaldehyde 230 C17H100 022245-51-8 43
Abundance Scan 3229 (22.060 min): E;GO40908.D(—3224) ) m/z 230.00 100.00%
230
202
5000
88
63 122 150 174 j 21.80 22.00 22.20 22.40
A e i | 202 28 840 A0 h77002.00  73.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86245: 7H-Benz[de]anthracen-7-one
230
5000 202 LI BRI UL SUARUR B
101 21.80 22.00 22.20 22.40
m/z 200.00 30.05%
o7t | o |
m/z--> 50 100 150 200 250 300 350 400
Abundance
230
21.80 22.00 22.20 22.40
5000 m/z 201.00 20.19%
101 200
50 75 122 150 174
mz-> 50 100 150 200 250 300 350 400
Abundance #86242: 6H-Benz[de]anthracen-6-one
230 21.80 22.00 22.20 22.40
202 m/z 231.00 17.38%
5000
101
oL27 50 75, H 122 150174
m/z--> 50 100 1éo 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.28 2.65 ng 210636 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Heptadecane 240 C17H36 000629-78-7 49
Abundance Scan 3437 (23.283 min): BG040908.D (-3430) (-) m/z 57.10 100.00%
g7
5000
279 318341 23.00 23.20 23.40 23.60
- 309 m/z 43.00 75.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
5000 85 L UL BRI B BULLE
23. oo 23 20 23. 40 23. 60
- m/z 59.00 59.39%
0 N H\ A H‘ \\ \1‘\11 169 197 225 254
m/z--> §0 100 1éo 260 250 360 3%0 460 '
Abundance
59
23.00 23.20 23.40 23.60
5000 m/z 72.00 53.19%
o 29 83 114136161184 220 253 281
m/z--> §0 160 1éo 260 250 360 3%0 460 '
Abundance #83025: Hexadecane
57 23.00 23.20 23.40 23.60
m/z 71.10 51.21%
- m«mﬁMAMLmWNMM)\nAmmnhihw~JM
85
29
o J ‘ | J 113 141 169 197 226

m/z--> 50 100 150 200 250 300 350 400 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

ﬁ?ggle i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknown23.48 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.48 2.15 ng 130375 Perylene-di12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 47
2 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 47
3 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 43
4 Squalene 410 C30H50 000111-02-4 43
5 1,5-Heptadiene, 3,6-dimethyl- 124 C9H16 034891-10-6 38
Abundance Scan 3471 (23.482 min): BG040908.D (-3467) (-) m/z 69.05 100.00%
69
5000
41
\ 915 135 179 2?7230 256 o am 439 23.20 23.40 23.60 23.80
SN O A W P Y P il s S m/z 81.00 44.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #16908: 2,6-Octadiene, 2,6-dimethyl-
69
41
5000 USRS BN SRR SUNRE
23.20 23.40 23.60 23.80
95 m/z 41.00 29.13%
0 JH”NN ;JI}%?'I'"'I'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 23.20 23.40 23.60 23.80
5000 m/z 95.00 16.50%
95 123
165 193
e L U UL UL WL R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #117602: Trideca-1,3,7,11-tetraene-1,1-dicarbonitrile, 4,8... AL A ma
69 23.20 23.40 23.60 23.80
m/z 68.00 14 .92%
5000
41
ol 1% 137 171 199225 268
m/z--> 50 100 150 200 250 300 350 400 ' 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040908.D

Acq On : 12 May 2019 14:10

Operator : HP/JU

3?22'6 i K2766-02 P026-SS006-0612-01
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.22 18.6 ng 345779 1 8.13 372859 20.0
unknown7 .66 7.66 106.4 ng 1984280 1 8.13 372859 20.0
n-Hexadecanoic acid 18.36 10.1 ng 543885 4 17.51 1072390 20.0
Octadecanoic acid 19.62 3.5 ng 186678 4 17.51 1072390 20.0
Pyrene, l-methyl- 20.37 2.6 ng 209013 5 21.79 1589250 20.0
3-Eicosene, (E)- 21.38 4.3 ng 343654 5 21.79 1589250 20.0
7H-Benz[de]anthra... 22.06 2.1 ng 170391 5 21.79 1589250 20.0
Octadecane 23.28 2.6 ng 210636 5 21.79 1589250 20.0
unknown23.48 23.48 2.1 ng 130375 6 25.14 1214780 20.0
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