LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121718\
Data File : BM018245.D
Acq On : 17 Dec 2018 12:46 Instrument :
Operator : JU/SJ gyAﬁg ol

- _ lentosampleld :
3?22'6 - J6388-06 P001-SS009-0006-01
ALS Vial =: 7 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_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 height area % max. total
1 4.687 302 306 315 rBvV 53803 74369 3.11% 0.258%
2 5.128 374 381 396 rBV 1454633 2037681 85.10% 7.074%
3 6.693 639 647 660 rBvV 1413332 2358814 98.51% 8.189%
4 7.034 698 705 718 rBV 1547441 2394523 100.00% 8.313%
5 7.493 777 783 791 rBVY 572546 874277 36.51% 3.035%
6 7.598 796 801 808 rBV3 14034 27573 1.15% 0.096%
7 7.804 829 836 847 rVvB 1105543 1774940 74.12% 6.162%
8 8.651 973 980 995 rBvY 771704 1385960 57.88% 4.812%
9 10.263 1246 1254 1268 rBVY 620851 1134180 47.37% 3.938%
10 12.757 1672 1678 1690 rBV 1535076 2270105 94.80% 7.881%
11 13.633 1820 1827 1837 rBV 55296 97267 4_06% 0.338%

12 14.151 1909 1915 1928 rBV2 881165 1331817 55.62% 4.624%
13 15.657 2165 2171 2183 rBV 1095508 1719235 71.80% 5.969%
14 16.915 2379 2385 2391 rBV 948855 1346513 56.23% 4._.675%
15 17.321 2449 2454 2461 rVB6 16778 32448 1.36% 0.113%

16 17.710 2511 2520 2527 rBV7 12015 33558 1.40% 0.117%
17 17.827 2536 2540 2551 rVB 154372 239674 10.01% 0.832%
18 18.704 2683 2689 2696 rBV6 52574 105944 4.42% 0.368%
19 18.998 2732 2739 2742 rBV5 38297 77060 3.22% 0.268%
20 19.127 2756 2761 2768 rBV5 81239 148802 6.21% 0.517%

21 19.357 2796 2800 2803 rBV 34162 46031 1.92% 0.160%
22 19.392 2803 2806 2813 rVB2 49095 71359 2.98% 0.248%
23 19.492 2819 2823 2828 rBvV4 14551 25153 1.05% 0.087%
24 19.568 2831 2836 2843 rVV 1760777 2131859 89.03% 7.401%
25 19.709 2857 2860 2865 rVB4 48954 51111 2.13% 0.177%
26 19.756 2865 2868 2870 rBv4 23002 25508 1.07% 0.089%
27 19.851 2880 2884 2889 rBV3 153691 210178 8.78% 0.730%
28 20.056 2916 2919 2923 rBV5 21180 24674 1.03% 0.086%
29 20.133 2928 2932 2937 rBV 182425 227583 9.50% 0.790%
30 20.186 2938 2941 2944 rVvv4 27545 32241 1.35% 0.112%
31 20.292 2955 2959 2964 rBV7 64726 89682 3.75% 0.311%
32 20.386 2973 2975 2979 rVB4 27552 33340 1.39% 0.116%

33 20.451 2979 2986 2991 rBV5 112885 216236 9.03% 0.751%
34 20.598 3008 3011 3018 rBV5 106750 134036 5.60% 0.465%

8270-BM121518.M Tue Dec 18 17:42:33 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121718\
Data File : BM018245.D
Acq On : 17 Dec 2018 12:46 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6388-06 P001-SS009-0006-01
ALS Vial =: 7 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_M\METHODS\8270-BM121518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.662 3019 3022 3025 rBv4 31844 41425 1.73% 0.144%
36 20.862 3052 3056 3062 rBV2 260714 373106 15.58% 1.295%
37 20.927 3064 3067 3072 rVB6 56559 71699 2.99% 0.249%
38 21.139 3098 3103 3113 rBV 1044774 1625706 67.89% 5.644%
39 21.298 3127 3130 3136 rVB2 67104 75106 3.14% 0.261%

40 21.468 3156 3159 3165 rVB6 78181 108764 4._.54% 0.378%

41 21.721 3199 3202 3206 rBVY 312494 372740 15.57% 1.294%
42 22.168 3275 3278 3282 rVB 162560 187635 7.84% 0.651%
43 22.386 3312 3315 3320 rVB4 130300 164006 6.85% 0.569%
44 22.650 3356 3360 3364 rBVY 296994 378172 15.79% 1.313%
45 23.186 3448 3451 3456 rVB4 122270 175860 7.34% 0.611%

46 23.297 3464 3470 3485 rVB 789909 1501085 62.69% 5.211%
47 23.486 3497 3502 3511 rVB2 417210 693978 28.98% 2.409%
48 23.792 3551 3554 3559 rvB2 163201 250828 10.48% 0.871%

Sum of corrected areas: 28803841
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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
Abundance TIC: BM018245.D
7.03
1500000 5.13 6.69
7.80
1000000
8.65
749 10.26
500000
4.69 l\ .60
O e T A o o o e T L e e I RN A e o o i B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018245.D
19(57
12.76
1500000
15.66
1000000 16.92
14.15
500000
17.83
) 13,63 L | 1732174 -
I B e L A o e o o o e B LA o A e o o o B B B i e S
Time--> 12.00 12,50 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
Abundance TIC: BM018245.D
1500000
21.14
23.30
1000000
500000 20.86
.6l
.6l %3
O T T T T T T T T T T T T T T T T T T T T T T T T T T T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 unknown7.03 Concentration Rank 1

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

7.03 54.78 ng 2394520 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 704 (7.028 min): BM018245.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.60 6.80 7.00 7.20 7.40
54 : . . : :
ol T o @7 Tm/z 68.10 43.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S D L
6.60 6.80 7.00 7.20 7.40
31 51 ‘ ‘ m/z 134.00 32.35%
0"'|""'H‘|l'H'|'l""|""|""'|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 28.53%
15 28 39 52 83 77 90 104 o
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 18.30%
5000
33 44 o 105 ‘
0"'I'”MI'HRQMJ”%{"LJh"P'"I”"I'”'I"”I"" SRR L IR
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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.
17.83 3.56 ng 239674 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2540 (17.827 min): BM018245.D (-2536) (-) m/z 73.00 100.00%
7B
43 5
5000 129
213 056 o] S
143107171185, o9 o - 17.60 17.80 18.00 18.20
Ol m/z 60.00 70.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 U BN SO SN IR
17.60 17.80 18.00 18.20
120 256 m/z 43.05 63.26%
oo L 1151 10157171165100213027 50
m/z--> 20 45 éo 80 100 120 150 160 180 200 220 240 2éo 2éo
Abundance
a3 | 7
57 17.60 17.80 18.00 18.20
5000 29 m/z 57.10 60.45%
129
87 115 171 214
o 101 143157 | 185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 oo B 17.60 17.80 18.00 18.20
m/z 55.10 56.25%
129
5000 29
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121718\
Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

Sample - J6388-06

Misc :

ALS Vial : 7 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

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 1,1°-Biphenyl, 2,27,3,4",5"_.._. Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.85 2.59 ng 210178 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1*"-Biphenyl, 2,27,3,4",5",6-he... 358 C12H4CI6 038380-04-0 99
2 1,1"-Biphenyl, 2,27,3,4",5,5"-he. .. 358 C12H4CI6 051908-16-8 99
3 1,1°-Biphenyl, 2,27,3,3",4,4"-he. .. 358 C12H4CI6 038380-07-3 99
4 1,1"-Biphenyl, 2,27,3,3%,6,6"-he... 358 C12H4CI6 038411-22-2 99
5 1,1"-Biphenyl, 3,3",4,47,5,5"-he... 358 C12H4CI6 032774-16-6 98

Abundance Scan 2884 (19.851 min): BM018245.D (-2880) (-) m/z 359.90 100.00%
290 360
5000
19.60 19.80 20.00 20.20
(o} m/z 289.90 91.89%
m/z--> 50 100 150 200 250 300 350
Abundance #143892: 1,1'-Biphenyl, 2,2',3,4',5',6-hexachloro-
290 360
145
218
5000
109 325 19.60 19.80 20.00 20.20
74 127 180 ‘ 253 ‘ m/z 287.90 76.98%
! HWW\AM‘HM m“ \ I il ‘L I
e s L S WL S LN L
m/z--> 50 100 150 200 250 300 350
Abundance
360
145 290
19.60 19.80 20.00 20.20
5000 109 m/z 361.90 72.98%
218 305
% 24 126 181
255
e s S WL S L LN L L
m/z--> 50 100 150 200 250 300 350
Abundance #143906: 1,1'-Biphenyl, 2,2',3,3',4,4'-hexachloro-
290 360 19.60 19.80 20.00 20.20
145 m/z 218.00 52.79%
109
5000 218 325
127
36
74 182 253 H
o .,.‘...‘”...“,..‘..
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 1,1°-Biphenyl, 2,27,3,4,4%,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.45 2.66 ng 216236 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1*"-Biphenyl, 2,27,3,4,4%,5"-he... 358 C12H4CI6 035065-28-2 96
2 1,1"-Biphenyl, 2,27,3,3",4,5-hex... 358 C12H4CI6 055215-18-4 94
3 1,1°-Biphenyl, 2,3,3%,4,47,5-hex... 358 C12H4CI6 038380-08-4 94
4 1,1"-Biphenyl, 2,27,3,4",5",6-he... 358 C12H4CI6 038380-04-0 94
5 1,1"-Biphenyl, 2,2",3,3",4,6"-he... 358 C12H4CI6 038380-05-1 94
Abundance Scan 2986 (20.451 min): BM018245.D (-2979) (-) m/z 359.90 100.00%
5000
20.20 20.40 20.60 20.80
(o} m/z 289.90 80.56%
m/z--> 50 100 150 200 250 300 350
Abundance #143904: 1,1'-Biphenyl, 2,2',3,4,4',5'-hexachloro-
360
5000 44 290
20.20 20.40 20.60 20.80
s 325 m/z 361.90 72.32%
2# m 7397 126" g3 218 553 ‘ M
0 I\I M\I\I‘M‘I‘ “w ju o ‘l Ihl "hl v |‘Ll — \HI — \I\\I : Im\l —
m/z--> 50 100 150 200 250 300 350
Abundance
145 290 360
100 20.20 20.40 20.60 20.80
m/z 287.90 71.33%
5000 17 218 325 0
73
91 163
36 181 253
0= "?5" L UL S UL (UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance #143889: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-
360 20.20 20.40 20.60 20.80
m/z 357.90 45 _35%
145 290
5000 100 218
127
5 T4 ‘ | } 180 053
0 o lad b b TN
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.59 ng 373106 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 96
2 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
3 2-Methyl-2-docosene 322 C23H46 1000131-16-9 45
4 5-Methyl-Z-5-docosene 322 C23H46 1000131-17-1 45
5 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 40
Abundance Scan 3056 (20.862 min): BM018245.D (-3052) (-) m/z 57.10 100.00%
g7
83
5000
20,60 20.80 21.00 21.20
okl m/z 43.05 87.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129063: 9-Tricosene, (2)-
57 83
5000 111 LU SURSR B SUULIUN SRR
20.60 20.80 21.00 21.20
29 - 220 m/z 55.05 79.63%
oL ,“, | .‘-M-‘ , -‘H‘. | ,M, A 224252 204 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
45 233 20,60 20.80 21.00 21.20
5000 117 m/z 83.05 77.69%
158
194
90
e L L A W I L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #129066: 2-Methyl-2-docosene B T
69 20.60 20.80 21.00 21.20
43 m/z 71.05 77.14%
5000 o7
322
0 | I ‘llf5¢153 181 208 238 266 294
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.72 4.59 ng 372740 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 90
3 Triacontane 422 C30H62 000638-68-6 86
4 Nonacosane 408 C29H60 000630-03-5 83
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3202 (21.721 min): BM018245.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
141 169 281 21.40 21.60 21.80 22.00
0 | JI 90225250 T 322 385 429 | nyz 71.10  87.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
21.40 21.60 21.80 22.00
m/z 43.10 67.47%
29 113
0 \‘ J h “\ h h‘ u‘ \1 \1\169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3éo 460
Abundance
57
2140 21.60 21.80 22.00
5000 85 m/z 85.05 66.07%
113
. 141 183 211 239 257 310
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #160628: Triacontane
57 21.40 21.60 21.80 22.00
m/z 55.10 24 .17%
5000 85
113 141
oL 2/ iy ﬂ 169 197 225 253 281 309 337 365 393 422
m/z--> 55 100 1éo 260 250 360 3%0 460 21.40 21.60 21.80 22.00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.17 2.31 ng 187635 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Eicosane 282 C20H42 000112-95-8 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane 198 C14H30 000629-59-4 70
5 Docosane 310 C22H46 000629-97-0 68
Abundance Scan 3278 (22.168 min): BM018245.D (-3275) (-) m/z 57.10 100.00%
57
5000
141169 207 337 21.80 22.00 22.20 22.40
o 23, 2essu m/z 71.10  87.63%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane
57
85
5000

21.80 22.00 22.20 22.40
29 m/z 43.10 56.75%

113
| ‘ b u‘ | ,141169 197 240
IR

O+ T e e T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R A EEREREEEEES LS ERe
85 21.80 22.00 22.20 22.40
5000 m/z 85.10 53.35%
13
o 29 141 169 197 225 253 282
B A i o o N0 NI LI s o o o R
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
21.80 22.00 22.20 22.40
m/z 55.05 38.27%
5000

113 141 169 197 205 254

| T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.19 ng 164006 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 92
3 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 78
4 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 70
5 Oleyl Alcohol 268 C18H360 000143-28-2 64
Abundance Scan 3316 (22.392 min): BM018245.D (-3312) (-) m/z 57.05 100.00%
57
5000
19 249 280 341362 403 429 22.0IOI I2I22IOI I2I24IOI I2I26:OI I2I28IOI
(o} m/z 82.10 98.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99445: Octadecanal
43
82
5000 B AR AR N
nmnmnmnmnm
m/z 43.05 79.67%
o2 HMWmmmm
m/z--> 50 100 150 200 2éo 360 3%0 460
Abundance
43 82
22.00 22,20 2240 22.60 22.80
5000 m/z 55.00 70.72%
109
o 138 166 208 250
miz-> 50 100 150 200 250 300 350 400
Abundance #99345: E-11(13-Methyl)tetradecen-1-ol acetate BT
8 22.00 22.20 22.40 22.60 22.80
43 m/z 69.10 69.39%
5000
J 208
. I “ 1157 266 | 230 268
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 4(')0 22. 00 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.34 ng 175860 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Octadecane, 3-methyl- 268 C19H40 006561-44-0 87
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetratriacontane 479 C34H70 014167-59-0 83

Abundance Scan 3452 (23.192 min): BM018245.D (-3448) (-) m/z 57.10 100.00%

57

85

5000
A A 22130 23,00 23120 23140 23160
149 179 313 357 401431 475 ; : : : y
0! m/z 71.10 89.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane
57
5000 85 TTTT IIIIIIII L TT
22. 80 23. OO 23. 20 23 40 23. 60
m/z 85.10 72 .43%
T e B e At
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
e H R E s Bt
22.80 23.00 23.20 23.40 23.60
5000 m/z 43.10 56.26%
85
239
113 141 169 211 268
o A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91040: Heptadecane, 3-methyl- R B B AR
57 22.80 23.00 23.20 23.40 23.60
m/z 41.00 24 .36%
” ] kﬂm—/\&IAm
29 113 225
141
IS O e -7 ihittistdsmantiiat
m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23. 20 23 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

ﬁ?ggle i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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

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 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.49 9.25 ng 693978 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Tetracosanal 352 C24H480 057866-08-7 91
4 Pentadecanal - 226 C15H300 002765-11-9 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83
Abundance Scan 3503 (23.492 min): BM018245.D (-3497) (-) m/z 82.10 100.00%
&
43
5000
111
207 23.20 23.40 23.60 23.80
281 390
O A 320 862 m/z 57.05 84.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107629: Oxirane, heptadecyl-
43 82
5000 LRI SRR BRI SUUL SRR
23120 23.40 23.60 23.80
k m/z 43.10 68.67%
138
ol LL| fPaeeron 236208
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
23.20 23.40 23.60 23.80
5000 m/z 96.05 64 .32%
109
o 138166 208 250
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142104: Tetracosanal e  RRRES BEm
43 82 23.20 23.40 23.60 23.80
334 m/z 97.10 61.14%
5000
10
. 381@6;942222502783?6
mzes 80 10 180 20 20 300 36 400 40 5% 550 123.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121718\

Data File : BM018245.D

Acq On : 17 Dec 2018 12:46

Operator : JU/SJ

3?22'6 i J6388-06 P001-SS009-0006-01
ALS Vial : 7 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]
unknown7 .03 7.03 54_.8 ng 2394520 1 7.49 874277 20.0
n-Hexadecanoic acid 17.83 3.6 ng 239674 4 16.92 1346510 20.0
1,1*-Biphenyl, 2,_... 19.85 2.6 ng 210178 5 21.14 1625710 20.0
1,1"-Biphenyl, 2,... 20.45 2.7 ng 216236 5 21.14 1625710 20.0
9-Tricosene, (2)- 20.86 4.6 ng 373106 5 21.14 1625710 20.0
Heneicosane 21.72 4.6 ng 372740 5 21.14 1625710 20.0
Heptadecane 22.17 2.3 ng 187635 5 21.14 1625710 20.0
Octadecanal 22.39 2.2 ng 164006 6 23.30 1501090 20.0
Hexadecane 23.19 2.3 ng 175860 6 23.30 1501090 20.0
Oxirane, heptadecyl- 23.49 9.3 ng 693978 6 23.30 1501090 20.0
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