LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038677.D
Acq On : 18 Dec 2018 00:58 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S ol

- _ lentosampleld :
3?22'6 - J6378-08 P001-SD011-0006-01
ALS Vial : 23 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-BG121218_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 5.145 345 350 358 rvB 17666 29642 3.07% 0.324%
2 5.610 422 429 441 rVB 339865 568165 58.81% 6.217%
3 7.214 694 702 716 rBV 354562 679534 70.34% 7.436%
4 7.584 758 765 775 rVB 323696 588243 60.89% 6.437%
5 8.060 840 846 854 rVB 75517 133887 13.86% 1.465%
6 8.383 893 901 910 rVvB 229886 412232 42.67%  4.511%
7 9.235 1038 1046 1058 rBV 211707 396201 41.01% 4.336%
8 10.880 1318 1326 1337 rBV 97723 188859 19.55% 2.067%
9 13.312 1733 1740 1752 rBV 434451 706550 73.13% 7.732%
10 14.141 1874 1881 1889 rBV 33513 53445 5.53% 0.585%

11 14.699 1969 1976 1984 rVB2 166241 275408 28.51% 3.014%
12 16.185 2223 2229 2239 rBV2 447457 707985 73.28% 7.747%

13 16.379 2256 2262 2267 rBV5 8940 16744 1.73% 0.183%
14 16.802 2331 2334 2341 rBV9 11403 23131 2.39% 0.253%
15 16.873 2342 2346 2351 rBV3 23170 37539 3.89% 0.411%
16 16.967 2358 2362 2366 rVB6 10776 16111 1.67% 0.176%
17 17.202 2396 2402 2407 rBV9 13384 28387 2.94% 0.311%
18 17.360 2425 2429 2433 rBV4 19873 36891 3.82% 0.404%

19 17.443 2437 2443 2447 rVV 224759 358705 37.13% 3.925%
20 17.484 2447 2450 2456 rVB 111862 147018 15.22% 1.609%

21 17.578 2462 2466 2473 rBV2 32315 56385 5.84% 0.617%
22 17.643 2473 2477 2478 rVV4 13294 19786 2.05% 0.217%
23 17.678 2479 2483 2490 rVB2 57319 88596 9.17% 0.969%
24 17.801 2500 2504 2511 rVB 80331 122653 12.70% 1.342%
25 18.301 2586 2589 2594 rBV5 27069 42930 4._.44% 0.470%
26 18.483 2617 2620 2627 rVB4 14979 24225 2.51% 0.265%
27 19.341 2763 2766 2769 rVB4 18481 20377 2.11% 0.223%
28 19.617 2810 2813 2820 rVB6 36785 57683 5.97% 0.631%
29 20.046 2880 2886 2894 rBV 738105 966114 100.00% 10.572%
30 20.181 2906 2909 2913 rBV5 32456 45147 4.67% 0.494%

31 20.322 2929 2933 2938 rVB2 103392 134552 13.93% 1.472%
32 20.598 2976 2980 2985 rVB 118966 149321 15.46% 1.634%
33 20.657 2987 2990 2993 rVvv4 20159 22731 2.35% 0.249%
34 20.757 3004 3007 3013 rVB6 39172 60457 6.26% 0.662%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 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-BG121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.921 3033 3035 3041 rVB6 60146 75072 7.77% 0.821%
36 21.080 3058 3062 3067 rVB4 65585 92805 9.61% 1.016%
37 21.144 3071 3073 3080 rVB7 30145 38861 4.02% 0.425%
38 21.385 3111 3114 3119 rVB7 54096 72182 7.47% 0.790%
39 21.450 3123 3125 3131 rVB6 34456 47602 4_.93% 0.521%
40 21.726 3166 3172 3180 rVB2 276856 542041 56.11% 5.931%
41 22.155 3241 3245 3252 rBVS 38366 70152 7.26% 0.768%
42 22.472 3295 3299 3305 rBV2 41537 72488 7.50% 0.793%

43 23.171 3415 3418 3428 rVB2 50667 104110 10.78% 1.139%
44 23.994 3551 3558 3566 rVB2 89539 211089 21.85% 2.310%
45 24.952 3715 3721 3726 rBV4 40918 99884 10.34% 1.093%
46 25.022 3726 3733 3744 rVB3 128733 381031 39.44% 4_.170%
47 26.097 3909 3916 3925 rVB3 40283 115478 11.95% 1.264%

Sum of corrected areas: 9138429
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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\HPCHEMI\BNA_G\DATA\BG121718\

BG038677.D

18 Dec 2018 00:58

Ju/SsJ

J6378-08 P001-SD011-0006-01
23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
800000

600000

400000

200000

\'\\"M

TIC: BG038677.D

7.21

5.61 758

8.38

8.06 10.88

5.15

0
Time-->

350 400 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
800000

600000

13.

400000

200000

TIC: BG038677.D
20

05

a1 16.19

21.73

14.70

22.1%2.47

14.14

N
TT T

0
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
800000

600000

400000

200000

TIC: BG038677.D

25.02

23.17 2399
' 24,95 26.10

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\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.15 4.43 ng 29642 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
3 Acetone 58 C3H60 000067-64-1 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 351 (5.151 min): BG038677.D (-345) (-) m/z 43.00 100.00%
43
59
5000
| 63 it 480 500 520 540
o 1 FNESYY | M N E— m/z 59.00 53.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL UL UL
4.80 5.00 520 5.40
59 m/z 58.00 15.84%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 58
4.80 5.00 5.20 5.40
5000 m/z 100.90 14.28%
1 82
97
S U SR IS SIS UL I S SULI S WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #213: Acetone B B R
43 4.80 5.00 520 5.40
m/z 41.00 10.58%
5000
58
15
27
0"'wlt'w'N“w'?zm"'w"'w'"w"'w"'w"'w"'l
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 87.87 ng 588243 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 764 (7.578 min): BG038677.D (-758) (-) m/z 131.90 100.00%
5000 68
R R J 75 T 7k 780 560
ol & s | m/z 68.00 44.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o AR AR R
7.20 7.40 7.60 7.80 8.00
70 m/z 66.00 33.95%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 133.90 32.78%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R b
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 20.69%
5000
89 103
oL, .HM*“H ‘ IHJIWIP§IH e W8 VS 1 U —
m/z--> 40 100 120 140 160 180 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\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 4 unknownl7.58 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.s8  3.14ng 56385  Phenanthrene-di0 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Melamine, tris(trimethylsilyl) d... 342 C12H30N6Si13 060585-93-5 23
2 6,8-Difluoro-2,2,4,4,6,7,7,8,9,9... 404 C10H30F203Si6 1000311-72-2 17

3 Methyl p-(2-oxo-5-phenoxymethyl-.__. 327 C18H17NO5 005255-90-3 14
4 (2-Methyl-1-propyl-1H-indol-3-yl... 327 C23H21NO 155471-08-2 12
5 Hasubanan-9-ol, 7,8-didehydro-4,... 359 C20H25N0O5 040135-50-0 12
Abundance Scan 2466 (17.578 min): BG038677.D (-2462) (-) m/z 326.85 100.00%
327
405
5000 156

17.20 17.40 17.60 17.80

0 m/z 405.00 62.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177864: Melamine, tris(trimethylsilyl) derivative
27
5000 | LI NLALNL L LI LI LN B
3 171 17.20 17.40 17.60 17.80
L. m/z 155.90 49.00%
130 213239 289
-7
m/z--> 50 100 150 200 250 300 350 400
Abundance
327
17.20 17.40 17.60 17.80
5000 116 m/z 252.90 37.74%
73
178 253 389
151 207 297
0 347
T T T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #166624: Methyl p-(2-oxo-5-phenoxymethyl-3-oxazolidinyl)be... e e e
327 17.20 17.40 17.60 17.80
m/z 327.90 35.72%
190
5000
7 14,130 162 296
O N N IS G - N A
m/z--> 50 100 150 200 250 300 350 400 17. 20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 Isolongifolene, 4,5,9,10-de... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.68 4.94 ng 88596 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isolongifolene, 4,5,9,10-dehydro- 200 C15H20 156747-45-4 53
2 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 35
3 Silane, trimethyl-1-naphthalenyl- 200 C13H16Si 018052-80-7 25
4 Ethyl 2-bromobenzoate 228 C9H9Bro02 006091-64-1 25
5 Tetrahydrozoline 200 C13H16N2 000084-22-0 25

Abundance Scan 2483 (17.678 min): BG038677.D (-2479) (-) m/z 143.00 100.00%

3157

5000

17.40 17.60 17.80 18.00

0 m/z 157.00 96.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61405: Isolongifolene, 4,5,9,10-dehydro-
143
157
5000
43 128 185200 17.40 17.60 17.80 18.00
115 m/z 185.00 80.62%
27 63 7 91 170
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
185
e
17.40 17.60 17.80 18.00
5000 200 m/z 270.05 48 .45%
143
157 172
41 55 77 91 115128
oY R RO PSR VP RN 1Y R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61329: Silane, trimethyl-1-naphthalenyl-
185 17.40 17.60 17.80 18.00
m/z 200.10 38.41%
5000
200
43
28 59 73 93 1%51ﬁ81?11?51ﬁ9 |
L e e B B R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 1-(2,4-Dimethylphenyl)-3-(t... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.80 6.84 ng 122653 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2,4-Dimethylphenyl)-3-(tetrah... 218 C15H220 1000215-25-2 50
2 Benzene, 1-methyl-4-(1,2,2-trime... 202 C15H22 016982-00-6 42
3 Isoquinoline, 1,2,3,4-tetrahydro... 147 C10H13N 004965-09-7 38
4 Methyl-3-phenylaziridine, 2- 133 C9H11N 007763-71-5 38
5 1H-Benzimidazole, 2-(2-methylpro... 174 C11H14N2 005851-45-6 37
Abundance Scan 2504 (17.801 min): BG038677.D (-2500) (-) m/z 131.95 100.00%
132
5000 j\
119
% 159 242 Pt P e
41 55 77 45 199124 17,40 17.60 17.80 18.00 18.20
ol o 851 2t m/z 119.00  34.99%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75914: 1-(2,4-Dimethylphenyl)-3-(tetrahydrofuryl-2)propane
132
5000 R I BN SULRURN I
119 17,40 17.60 17.80 18.00 18.20
m/z 95.00 20.82%
43 71 91403 218
0 IIIIII“IIIIIII\IIIII‘IIIIII\I‘\\II\‘I R I B
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132
17.40 17.60 17.80 18.00 18.20
5000 m/z 133.00 16.28%
g1 105 el 202
L7 a5 77 159 174187
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22312: Isoquinoline, 1,2,3,4-tetrahydro-1-methyl-
132 17.40 17.60 17.80 18.00 18.20
m/z 116.95 14 .53%
5000
g 117 146
43 65 77 91 105 ‘ ‘ ‘
0 ||||||||||||‘|||‘|||‘|||‘|‘||‘|‘ II‘\IIIMIII R E B R AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.39 ng 42930 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 n-Decanoic acid 172 C10H2002 000334-48-5 35
3 Dodecanoic acid 200 C12H2402 000143-07-7 35
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
5 Nonanoic acid 158 C9H1802 000112-05-0 27

Abundance Scan 2589 (18.301 min): BG038677.D (-2586) (-) m/z 60.00 100.00%

5000

N_A M
LI B I e B

18.00 18.20 18.40 18.60

0 m/z 73.00 85.51%
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

18.00 18.20 18.40 18.60

m/z 43.00 82.06%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
41 R RER R nae
18.00 18.20 18.40 18.60
5000 27 m/z 69.00 73.44%
129
87
101115 | 1435 172
R e o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid A A RAERR
60 73 18.00 18.20 18.40 18.60
43 m/z 57.00 72.10%
5000
29
ol 15
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\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 8 2,27,3,4",5-Pentachloro-1,1... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

19.62 2.13 ng 57683 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,27,3,4",5-Pentachloro-1,1"-bip... 324 C12H5CI5 068194-07-0 99
2 2,27,3,4,4"-Pentachloro-1,1"-bip... 324 C12H5CI5 065510-45-4 99
3 1,1"-Biphenyl, 2,3,3",4",6-penta... 324 C12H5CI5 038380-03-9 99
4 1,1"-Biphenyl, 2,3,4,5,6-pentach... 324 C12H5CI5 018259-05-7 98
5 2,3,3",47 ,5"- Pentachloro-1,1"-b... 324 C12H5CI5 076842-07-4 98

Abundance Scan 2814 (19.623 min): BG038677.D (-2810) (-) m/z 325.75 100.00%

256 326

5000

19.20 19.40 19.60 19.80 20.00

0 m/z 255.80 89.09%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163695: 2,2',3,4',5-Pentachloro-1,1'-biphenyl
326
256

5000
19.20 19.40 19.60 19.80 20.00

m/z 253.80 86 .06%

0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326
254 19.20 19.40 19.60 19.80 20.00
5000 m/z 327.70 65.37%

184
218 291
o 163 | 200 | 233 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163733: 1,1-Biphenyl, 2,3,3',4',6-pentachloro-

6 19.20 19.40 19.60 19.80 20.00
m/z 323.70 60.28%

5000

50 74 9210912815463 184 g

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 9 1,1°-Biphenyl, 2,27,3,4",5,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.32 4.96 ng 134552 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2,2",3,47,5,5"-he... 358 C12H4CI6 051908-16-8 99
2 1,1"-Biphenyl, 2,2",3,3",4,6-Hex... 358 C12H4CI6 061798-70-7 99
3 2,3,4,47,5,6-Hexachloro-1,1"-bip... 358 C12H4CI6 041411-63-6 99
4 2,3,3",4,47 ,6-Hexachloro-1,1"-bi... 358 C12H4CI6 074472-42-7 99
52,3,3",4,5,5"-Hexachloro-1,1"-bi... 358 C12H4CI6 039635-35-3 99
Abundance Scan 2933 (20.322 min): BG038677.D (-2929) (-) m/z 289.80 100.00%
0
5000
20.00 20.20 20.40 20.60
o m/z 359.70 95.77%
m/z--> 50 100 150 200 250 300 350
Abundance #188920: 1,1'-Biphenyl, 2,2',3,4',5,5"-hexachloro-
360
5000 290
145 20.00 20.20 20.40 20.60
0127‘ 161 325 m/z 287.80 69.68%
ot 2 L au \u -
m/z--> 50 200 250 300 350
Abundance
360
20.00 20.20 20.40 20.60
5000 290 m/z 361.70 64 .54%
145 -
218
w74 gy 100127 44,181 254
O o e T e ARt e
m/z--> 50 100 150 200 250 300 350
Abundance #188864: 2,3,4,4',5,6-Hexachloro-1,1"-biphenyl
360 20.00 20.20 20.40 20.60
m/z 357.70 48.77%
5000
290
50 73 01 1091271?5162180 2012ﬁ8237255 L\ 324
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

Sample - J6378-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG121218.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 10 2,3,3",4,4",6-Hexachloro-1,... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.60 5.51 ng 149321 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,3,3%,4,4",6-Hexachloro-1,1"-bi... 358 C12H4CIl6 074472-42-7 99
2 2,3,3",4,5,5"-Hexachloro-1,1"-bi... 358 C12H4CIl6 039635-35-3 99
3 1,1'—Biphenyl, 2,3,3",4,4" ,5-hex... 358 Cl12H4CIl6 038380-08-4 99
4 1,1"-Biphenyl, 2,37,4,4",5,5"-he... 358 C12H4CI6 052663-72-6 99
52,3,3",47,5,6- Hexachloro 1,1"-bi... 358 Cl12H4CIl6 074472-44-9 99

Abundance Scan 2980 (20.598 min): BG038677.D (-2976) (-) s m/z 359.70 100.00%
290 360
5000 218
109 146
43 61 85 2 64182 22 6o 325 Mhr- 20.20 20.40 20.60 20.80 21.00
0 LA B e m/z 289.75 90.03%
m/z--> 50 100 150 200 250 300 350
Abundance #188883: 2,3,3',4,4',6-Hexachloro-1,1'-biphenyl
360
5000
290 20.20 20.40 20.60 20.80 21.00
m/z 361.70 76.18%
50 73 o1 1091271?5162180 218 252 M‘ 304
m/z--> 55 100 150 200 250 300 350
Abundance
360
20.20 20.40 20.60 20.80 21.00
5000 m/z 287.80 68.32%
290
50 73 g1 1091271060180 218 95y 304
m/z--> 50 100 150 200 250 300 350
Abundance #188901: 1,1-Biphenyl, 2,3,3',4,4',5-hexachloro-
360 20.20 20.40 20.60 20.80 21.00
m/z 357.70 53.14%
5000
290
50 73 91 1091261?5162180 218 254 H\ 324
m/z--> 50 1(')0 150 200 250 300 350 20.20 20.40 20.60 20.80 21.00

8270-BG121218.M Tue Dec 18 16:16:05 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 12 2,3,4,4"7,5,6-Hexachloro-1,1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.77 ng 75072 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,3,4,47,5,6-Hexachloro-1,1"-bip... 358 C12H4CI6 041411-63-6 91
2 1,1°- Blphenyl 2,27,3,4,5,5"-hex... 358 C12H4CI6 052712-04-6 89
3 1,1°-Biphenyl, 2,27,3,3",4,5-hex... 358 C12H4CI6 055215-18-4 87
4 1,1"-Biphenyl, 2,27,3,4,4" ,5-hex... 358 C12H4CI6 035694-06-5 87
5 1,1"-Biphenyl, 2,3,3",4,4",5-hex... 358 C12H4CI6 038380-08-4 86
Abundance Scan 3035 (20.921 min): BG038677.D (-3033) (-) m/z 289.70 100.00%
280
5000
43 85 110 145 182 218
20.60 20.80 21.00 21.20
0 m/z 287.80 98.99%
m/z--> 50 100 150 200 250 300 350
Abundance #188864: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl
360
5000
290 20.60 20.80 21.00 21.20
m/z 361.70 76.80%
ol 50 73 a1 1091271ﬁ5162180 2012“8237255272 M‘ 324
m/z--> 55 100 150 200 250 360 3%0
Abundance
360
20.60 20.80 21.00 21.20
5000 290 m/z 357.70 66.29%
325
50 73 91 109127 162180 218 953
O o T [ [ e T T T
m/z--> 55 160 150 200 2%0 300 3%0
Abundance #188899: 1,1-Biphenyl, 2,2',3,3',4,5-hexachloro-
360 20.60 20.80 21.00 21.20
m/z 359.70 51.88%
5000 290
325
Lo o i 4w ||
m/z--> 50' i "100 i "150 260" ' Eéoll "360" ' ééo 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 13 1,1°-Biphenyl, 2,27,3,3",4,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.08 3.42 ng 92805 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1*"-Biphenyl, 2,27,3,3%,4,4",5-__. 392 C12H3CI17 035065-30-6 99
2 1,1"-Biphenyl, 2,27,3,4%,5,57,6-... 392 C12H3CI17 052663-68-0 99
3 1,1°-Biphenyl, 2,27,3,3%,4,47,6-._. 392 C12H3CI17 052663-71-5 99
4 2,2",3,37,4,5",6-Heptachlorobiph... 392 C12H3CI7 040186-70-7 99
5 1,1"-Biphenyl, 2,2",3,4,5,6,6"-H. .. 392 C12H3CI7 074472-49-4 99
Abundance Scan 3062 (21.080 min): BG038677.D (-3058) (-) m/z 393.65 100.00%
324 394
5000
20.80 21.00 21.20 21.40
o m/z 323.70 95 .64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #208263: 1,1'-Biphenyl, 2,2',3,3',4,4',5-heptachloro-
394
324
5000
250 20.80 21.00 21.20 21.40
0,
162 54 m/z 395.65 88 .84Y%
44 7\3\ 9“8‘ 1%? i ‘h‘ "l 1?82:‘!-7 H\ 2%9 “H\
m/z--> 50 100 150 200 250 300 350 400
Abundance
396
324 20.80 21.00 21.20 21.40
5000 m/z 397.60 59.88%
162 254 #e
44 73 9g 126 198217 289
mz-> 50 100 150 200 250 300 350 400
Abundance #208283: 1,1-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
306 20.80 21.00 21.20 21.40
m/z 321.70 59.26%
324
5000
359
162 254
Lo 7 v P ey T oae
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 14 2,27,3,4,47,6,6"-Heptachlor... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.39 2.66 ng 72182 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,27,3,4,47,6,6"-Heptachloro-1,1... 392 C12H3CI7 074472-48-3 99
2 1,1"-Biphenyl, 2,27,3,4,47,5,6"-_._. 392 C12H3CI7 060145-23-5 99
3 1,1"-Biphenyl, 2,3,3",4,47,5,6-H... 392 C12H3CI7 041411-64-7 99
4 1,1"-Biphenyl, 2,27,3,4,4",5,6-H... 392 C12H3CI7 074472-47-2 99
5 1,1"-Biphenyl, 2,2",3,4,5,6,6"-H. .. 392 C12H3CI7 074472-49-4 99
Abundance Scan 3115 (21.391 min): BG038677.D (-3111) (-) m/z 323.70 100.00%
324 394
5000
21.00 21.20 21.40 21.60 21.80
o} m/z 393.70 85.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #208243: 2,2',3,4,4',6,6'-Heptachloro-1,1'-biphenyl
394
5000 324
21.00 21.20 21.40 21.60 21.80
162 254 m/z 395.65 82.79%
| 182 216 H 288 362
o) T |‘|H‘| ‘N‘:“‘l‘u“hi — Iu\l : Im\\lul —dl |“l“‘| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
396
324 21.00 21.20 21.40 21.60 21.80
5000 m/z 321.70 59.16%
254
359
162182 217 288
L L L W L WL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #208251: 1,1'-Biphenyl, 2,3,3',4,4',5,6-Heptachloro-
3 21.00 21.20 21.40 21.60 21.80
m/z 325.70 50.10%
5000 304
o4 73 108127 162182 a1 22 289 ll 360
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
Quant Title : 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 15 3,3%"4,4"-Tetrachlorodipheny... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22.15 2.59 ng 70152 Chrysene-d12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3"4,4"-Tetrachlorodiphenylsulfide 322 C12H6CI4S 076745-12-5 42

2 Indole-3-carboxylic acid, 1-(2-a... 396 C17H21BrN204 300860-49-5 22

3 1,2,3,4-Tetrachloro-5-(2,3-dipro... 322 C14H14Cl4 005680-25-1 14

4 N-(3-Chlorophenyl)-N-(4-nitrophe... 324 C18H13CIN202 170162-35-3 10
5 7-Chloro-3-trifluoromethylphenan... 324 C16H8CIF302 038635-83-5 10

Abundance Scan 3244 (22.149 min): BG038677.D (-3241) (-) m/z 393.70 100.00%

324

5000
57

109 144 e
3 21.80 22.00 22.20 22.40
(o} m/z 395.70 99.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162318: 3,3'4,4"-Tetrachlorodiphenylsulfide
324
252 .
5000 LA L L L L L LB L
21.80 22.00 22.20 22.40
142 m/z 323.70 78.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance
396
L IIIIIIIIIIIIIIIIIIIIIII
326 21.80 22.00 22.20 22.40
5000 m/z 321.70 73.86%
30 86
296
0 130 173 216239 265 353
i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #162386: 1,2,3,4-Tetrachloro-5-(2,3-dipropyl-2-cyclopropen... e e
324 21.80 22.00 22.20 22.40
m/z 325.70 63.35%
5000
152 196 223
77 98 193 | 173 245
ol 15 .

m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 17 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.17 3.84 ng 104110 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
4 Docosane, 7-butyl- 366 C26H54 055282-15-0 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80
Abundance Scan 3418 (23.171 min): BG038677.D (-3415) (-) m/z 57.00 100.00%
57
5000 "\/N\-vwf\j\\w
194 295 253 281 nmmmmmmm
0 3937 m/z 43.00 84.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 UUABUEUERUAREE B
22. 80 23. oo 23. 20 23.40
13 m/z 71.00 55.13%
0 | M 1 H w1?1‘1§9‘197 225 253 281 309 337 365 437
m/z--> éo 150 260 2%0 360 3%0 460 '
Abundance
57
22.80 23.00 23.20 23.40
5000 g5 m/z 55.00 41 .88%
113
o 29 141 169 197 225 253 295 366
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #232379: Tetracosane, 11-decyl- R R EEE B
57 22.80 23.00 23.20 23.40
m/z 85.00 39.09%
5000 85
113
0 j J U | Jl‘}l 169‘197 225 253 295 3?7 364 393 420
m/z--> 5'0 1c')o 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 22. 80 23. oo 23. 20 23. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 18 Heneicosane, 11-decyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.99 11.08 ng 211089 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 91
2 Tetracosane, 1ll1-decyl- 479 C34H70 055429-84-0 91
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3557 (23.988 min): BG038677.D (-3551) (-) m/z 57.00 100.00%

57
5000 85

23.60 23.80 24.00 24.20 24.40

1|1}311‘-11:1§9‘197 225 261

Ol A 11— | M/Z 43.00 81.38%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 | BN L L L L LB B
23.60 23.80 24.00 24.20 24.40
29 295 m/z 71.00 52 .95%
113
ol |14 169 107 225 266 \L 323 435
A o o o e L e B e o e e B e LA A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R e e e e
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.05 37.12%

113
141 169 197 225 253 295 337 354 303 420

i

O T T T T e T e e

mz-> 0 50 100 150 200 250 300 350 400
Abundance #209568: Docosane, 7-hexyl- o B BB LAY
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 29.72%
= T MMMN\/\/\“\W«WW

113 182

0 ULl 7T 211 239 267 3?9 337 363 392
e = = S A A L, e
mz-> 0 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

3?22 le J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 19 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .95 5.24 ng 99884 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Heptacosane 380 C27H56 000593-49-7 59
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
4 Hexadecane 226 C16H34 000544-76-3 53
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 53
Abundance Scan 3721 (24.952 min): BG038677.D (-3715) (-) m/z 57.00 100.00%
57
5000 «I\Av/\‘lv\w
111 24.60 24.80 25.00 25,20
147 177 222 273 295 341 369
N — J Ion gt 0296 222 2182 SN 30 . m/z 43.00  71.50%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 L U R DU UM B
85 24.60 24.80 25.00 25.20
29 m/z 71.00 44 _58%
o J‘L | | L J113 141 169 107 225 253 262
m/z--> 50 100 150 200 250 300 350
Abundance
57
24.60 24.80 25.00 25.20
5000 m/z 55.00 24 _.81%
85
o 29 113 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- L B
57 24.60 24.80 25.00 25.20
m/z 85.00 23.38%
5000
85
29
113
o L M 1B 25 253 282
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038677.D

Acq On : 18 Dec 2018 00:58

Operator : JU/SJ

Sample - J6378-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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

Concentration Rank 5

Peak Number 20 Octacosane

R.T. EstConc Area Relative to ISTD R.T.
26.10 6.06 ng 115478 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 74
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
Abundance Scan 3916 (26.097 min): BG038677.D (-3909) (-) m/z 57.00 100.00%
57
85
| kg 0 100 75780 26100 26,20 2640
Ol A iy gy m/z 43.00 65.23%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 RN SRR
25.80 26.00 26,20 26.40
29 m/z 71.00 42 .14%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
25.80 26.00 26.20 26.40
5000 m/z 85.00 34.97%
85
o 29 113 139 183 235
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane o B B e B
57 25.80 26.00 26.20 26.40
m/z 55.00 26 .15%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 50 100 1%0 200 250 300 350 ' 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038677.D
Acq On : 18 Dec 2018 00:58 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le - J6378-08 P001-SD011-0006-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.15 4.4 ng 29642 1 8.06 133887 20.0
unknown7 .58 7.58 87.9 ng 588243 1 8.06 133887 20.0
unknownl17 .58 17.58 3.1 ng 56385 4 17.44 358705 20.0
Isolongifolene, 4... 17.68 4.9 ng 88596 4 17.44 358705 20.0
1-(2,4-Dimethylph... 17.80 6.8 ng 122653 4 17.44 358705 20.0
n-Hexadecanoic acid 18.30 2.4 ng 42930 4 17.44 358705 20.0
2,2 ,3,47 ,5-Penta... 19.62 2.1 ng 57683 5 21.72 542041 20.0
1,1"-Biphenyl, 2,... 20.32 5.0 ng 134552 5 21.72 542041 20.0
2,3,3",4,47 ,6-Hex... 20.60 5.5 ng 149321 5 21.72 542041 20.0
2,3,4,47 ,5,6-Hexa... 20.92 2.8 ng 75072 5 21.72 542041 20.0
1,1*-Biphenyl, 2,_... 21.08 3.4 ng 92805 5 21.72 542041 20.0
2,2",3,4,47,6,6"-__. 21.39 2.7 ng 72182 5 21.72 542041 20.0
3,3"4,4"-Tetrachl... 22_.15 2.6 ng 70152 5 21.72 542041 20.0
Hentriacontane 23.17 3.8 ng 104110 5 21.72 542041 20.0
Heneicosane, 11-d... 23.99 11.1 ng 211089 6 25.02 381031 20.0
Eicosane 24 .95 5.2 ng 99884 6 25.02 381031 20.0
Octacosane 26.10 6.1 ng 115478 6 25.02 381031 20.0
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