LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121618\
Data File : BM018230.D
Aca On : 16 Dec 2018 17:16 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6377-15 P001-SD006-0006-01
ALS Vial : 12 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 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 heiaht area % max. total
1 3.787 147 153 158 rBvV 42506 55264 1.36% 0.137%
2 4.687 302 306 314 rBV 90299 127071 3.14% 0.315%
3 5.128 375 381 391 rBVY 2585460 3610516 89.08% 8.938%
4 6.698 640 648 663 rBY 2419700 4053179 100.00% 10.034%
5 7.040 699 706 718 rBVY 2554256 3975468 98.08% 9.842%
6 7.493 777 783 793 rBV 568438 890574 21.97% 2.205%
7 7.810 830 837 852 rVB 1667048 2637686 65.08% 6.530%
8 8.657 973 981 997 rBVY 1325317 2250623 55.53% 5.572%
9 10.263 1247 1254 1266 rBV 660246 1170353 28.87% 2.897%
10 12.763 1671 1679 1697 rBVY 2590179 3949268 97 .44% 9.777%

11 13.627 1821 1826 1840 rBV 155278 260222 6.42% 0.644%
12 14.157 1909 1916 1929 rBV2 903248 1428433 35.24% 3.536%
13 15.663 2166 2172 2187 rBV 1911472 2849555 70.30% 7.054%
14 16.915 2379 2385 2392 rBV2 962097 1427608 35.22% 3.534%
15 17.827 2534 2540 2550 rBV 261162 409308 10.10% 1.013%

16 18.845 2708 2713 2719 rBVS8 23384 40824 1.01% 0.101%
17 19.004 2731 2740 2746 rBV7 31078 89354 2.20% 0.221%
18 19.127 2756 2761 2772 rBVv3 101792 209732 5.17% 0.519%
19 19.568 2830 2836 2844 rBV 2580367 3235735 79.83% 8.010%
20 19.851 2880 2884 2889 rBv4 102015 173914 4._.29% 0.431%

21 19.892 2889 2891 2900 rVB3 50470 78123 1.93% 0.193%
22 20.133 2928 2932 2938 rBV2 116046 138731 3.42% 0.343%
23 20.292 2955 2959 2964 rVB7 39187 56097 1.38% 0.139%
24 20.392 2972 2976 2980 rBV 69047 84811 2.09% 0.210%
25 20.433 2980 2983 2985 rvv4 37136 47973 1.18% 0.119%
26 20.451 2985 2986 2993 rVB4 61603 73643 1.82% 0.182%
27 20.598 3008 3011 3016 rVB5 61840 67858 1.67% 0.168%
28 20.862 3051 3056 3064 rBvV 631517 819245 20.21% 2.028%
29 20.927 3064 3067 3072 rVB6 41906 60253 1.49% 0.149%

30 21.139 3098 3103 3116 rBV 1082183 1624317 40.08% 4.021%

31 21.298 3127 3130 3140 rVB 153580 184627 4._56% 0.457%
32 21.474 3157 3160 3165 rVB6 56522 73752 1.82% 0.183%
33 21.727 3199 3203 3205 rBV 304730 403458 9.95% 0.999%
34 21.750 3205 3207 3213 rVB3 263691 330891 8.16% 0.819%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.168 3274 3278 3282 rVB 254111 301497 7.44% 0.746%
36 22.650 3355 3360 3365 rBV 745880 1079915 26.64% 2.673%
37 23.186 3447 3451 3459 rVB 199843 310471 7.66% 0.769%

38 23.303 3465 3471 3478 rVB2 764605 1406706 34.71% 3.482%
39 23.791 3550 3554 3561 rVB3 223139 407542 10.05% 1.009%

Sum of corrected areas: 40394597
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018230.D
2500000 5(13 6.70 7|04

2000000
7.81
1500000 8.66
1000000
10.26

7.49
500000

3.79 4.69

O e S T

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018230.D
2500000 12|76 19,57

T T
10.00 10.50 11.00 11.50

2000000 15.66
1500000
1000000 14.16 16.92

500000
17.83

| Ak
1898 ;

O B LI o o L B B e T A e ey o o e ..mf&iﬁ%#... T

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: BM018230.D

2500000

2000000

1500000

21.14

1000000

23.79
500000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.69 2.85 ng 127071 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 50
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (4.693 min): BM018230.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101
R R RN aN
N 53 | 83 440 4.60 4.80 5.00
O e e e e e e e m/z 59.00 75.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 4.60 480 500
m/z 101.00 33.27%
15 31 101
o 25,70 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine
43 59
440 4.60 480 500
5000 18 m/z 58.10 16.92%
28
0 12 AN ; :
LR UL SR SR UL UL FELRLEL IR SO S UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A R EEE e e
43 4.40 4.60 4.80 5.00
m/z 41.10 10.13%
5000 101
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.04 Concentration Rank 1

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

7.04 89.28 ng 3975470 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 706 (7.040 min): BM018230.D (-699) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 54 | 75 104 6.80 7.00 7.20 7.40
o.,....,....|':.‘.‘.7,::..?h.l.',....,..?‘?,...'.,....,.1.1?.,....,-'...,.. m/z 68.05 42.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR RS ARSS RS
6.80 7.00 7.20 7.40
78 m/z 134.00 33.01%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
" 680 7.00 7.20 7.40
5000 m/z 66.10 27 .86%
33 am o g7 105
0 51 60 778 g5 | 115
s % % Ao B o o % % 16 15 1% 1%
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.80 7.00 7.20 7.40
m/z 69.10 17.34%
5000
92
o273 Sl s \ m L
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BM121518 .M Tue Dec 18 13:25:26 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.83 5.73 ng 409308 Phenanthrene-d10 16.92
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 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2540 (17.827 min): BM018230.D (-2534) (-) m/z 73.05 100.00%
7B
41
5000
129
97 213 T T T T
157 185 256 241 17160 17.80 18.00 18 20
o} m/z 60.10 70.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
48
60
5000 RS BRI SURRILE BRI U
17. 60 17. 80 18. 00 18 20
83 m/z 41.05 60.05%
0 Lﬂ 01 19 155171 194213 936°7°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65562: Tridecanoic acid
78
43
17.|60 17.|80 18.|00 18.|20
5000 m/z 43.05 58.47%
‘ 129 - 14
0 Hm\m L
m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83686: Pentadecanoic acid e e T T T T T T T
43 7 17.60 17.80 18.00 18.20
m/z 55.05 57.61%
5000 129
k2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.58 ng 209732 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 56
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2761 (19.127 min): BM018230.D (-2756) (-) m/z 73.10 100.00%

5000

18.80 19.00 19.20 19.40

o m/z 60.10 82.28%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
4_3 7
5000 129
9 18.80 19.00 19.20 19.40
! 185 o 2B m/z 43.05 72.41%
o 15 n .l15.7 | I I2].'3 \ I 265 \
e A e e e s o o LI A B e
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43
T
3 18.80 19.00 19.20 19.40
5000 ’ m/z 41.05 65.16%

g7 129 256
Ll ‘U,‘m, oo | 152171 194208 257

ol T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R BaEEE B

43 18.80 19.00 19.20 19.40

m/z 57.00 62.25%
73
5000 o84
129
97
185 213 241
o A 7 T s | e

m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14
R.T. EstConc Area Relative to ISTD R.T.
19.85 2.14 ng 173914 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.3.4.4".5"-he... 358 C12H4CIl6 035065-28-2 99
2 1.1°-Biphenvl. 2.2".4.4" .5.5"-he... 358 C12H4CIl6 035065-27-1 98
3 1.1°-Biphenvl. 2.27.3.4.4" .5-hex... 358 C12H4CIl6 035694-06-5 94
4 1.1"-Biphenvl. 2.2".4.4" .57 .6-He... 358 C12H4CI6 060145-22-4 94
5 1,1"-Biphenyl, 2,2",3,4,47 ,6-Hex... 358 C12H4CI6 056030-56-9 94
Abundance Scan 2884 (19.851 min): BM018230.D (-2880) (-) m/z 359.90 100.00%
290 360
5000 218
145 5
110 182
43 & 163 254 m‘ 19.60 19.80 20.00 20.20
o SN N | m/z 289.90 88.30%
miz--> 50 100 150 200 250 300 350
Abundance #143904: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-
360

5000
19.60 19.80 20.00 20.20

m/z 287.90 82.01%

0
m/z--> 50 100 150 200 250 300 350
Abundance #143907: 1,1-Biphenyl, 2,2',4,4',5,5-hexachloro-

19.60 19.80 20.00 20.20
m/z 361.80 73.11%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #143888: 1,1-Biphenyl, 2,2',3,4,4',5-hexachloro-
360 19.60 19.80 20.00 20.20
145 290 m/z 357.90 55.82%

5000

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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 10.09 ng 819245 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Octadecene 252 C18H36 000112-88-9 95
3 E-14-Hexadecenal 238 C16H300 330207-53-9 95
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 91
Abundance Scan 3056 (20.862 min): BM018230.D (-3051) (-) m/z 57.05 100.00%
57 83
5000 11
139 160182 209 324 304 20.60 20.80 21.00 21.20
oL ALl g [7P102182 200 200 o 324 3o 94 | RYe o Sty
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 97
69
M_J\
5000 R A AR U RO
20.60 20.80 21.00 21.20
125 m/z 43.10 77.31%
ol 15 | } 154 182 210 238 266
m/z--> 50 160 150 260 250 300 3éo 400
Abundance #89782: 1-Octadecene
48
83
20.60 20.80 21.00 21.20
5000 m/z 97.10 73.86%
111
L L ]| 1140 160 106 220 25
m/z--> §0 100 1%0 260 2%0 360 3éo 460
Abundance #81200: E-14-Hexadecenal
43 20.60 20.80 21.00 21.20
83 m/z 55.10 72 .93%
5000
111
0 ’ l { ¥140 168189210 238
m/z--> 50 100 1%0 200 250 360 3éo 460 2060 20.80 21.00 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

Sample : J6377-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 8 Heneicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.30 2.27 ng 184627 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 86

Abundance Scan 3130 (21.298 min): BM018230.D (-3127) (-) m/z 57.10 100.00%
57
85
5000
141 169 281 21.00 21.20 21.40 21.60
N ||, ,l,.L L1222 251 T 325 390 a0l 4TS sz 71.10  84.51%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000
21.00 21.20 21.40 21.60
m/z 85.10 61.93%
o 141169 197 225 253 296
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155180: Docosane, 7-hexyl-
57
21.00 21.20 21.40 21.60
5000 85 m/z 43.10 56.07%
113 182
o | Ju A4 T 211 239 267 309337363392
m/z--> 6 éo 160 1%0 260 250 360 350 460 4éo
Abundance #73966: Hexadecane R i e e e
21. 00 21. 20 21. 40 21. 60
m/z 41.10 26.44Y%
5000

L, s

141 169 197 226

100 150 200 250 300 350 400 450 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.73 4.97 ng 403458 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eilcosane 282 C20H42 000112-95-8 93
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3204 (21.733 min): BM018230.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
155 183207 268 21.40 21.60 21.80 22.00
ob 233 295 326 357 401 431 77 7110 86 00U
miz--> 0 50 100 150 200 250 300 350 400
Abundance #73966: Hexadecane
7
5000 85
21.40 21.60 21.80 22.00
- 113 m/z 43.10 63.94%
ol L L4474, 200 107 220
miz--> 0 55 160 150 260 2%0 360 3éo 460
Abundance #107653: Eicosane
57
2140 21.60 21.80 22.00
5000 85 m/z 85.05 61.54%
29
o J || 8,141 169 197 225 253 282
miz--> 0 55 160 1%0 260 250 360 3éo 460
Abundance #82611: Hexadecane, 3-methyl-
57 21.40 21.60 21.80 22.00
m/z 55.05 34.68%
5000
85
o ‘ (113 141 183 211 549
e e e e o e we ak 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2l1.75 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.75 4.07 ng 330891 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 3.5-dime... 252 C14H2002S 1000278-92-2 41
2 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 35
3 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 1000283-20-9 35
4 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 25
5 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13Bro 021690-26-6 22
Abundance Scan 3207 (21.750 min): BM018230.D (-3205) (-) m/z 83.10 100.00%
B
55
5000
21,40 21.60 21.80 22.00
o} m/z 97.10 94 .49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89429: 2-Thiopheneacetic acid, 3,5-dimethylcyclohexyl ester
60
97
5000 LN SUNI SN SR
41 21.40 21.60 21.80 22.00
m/z 69.10 74 .32%
142 252
01 ' +“1J"“P'"I""J"”I""I""I'”'I""
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6221: 2(5H)-Furanone, 5,5-dimethyl-
69 97
21,40 21.60 21.80 22.00
5000 m/z 55.10 74.01%
0'mu#”“'l"”l"“|"'w""w"'l”"l'”'l"”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6167: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (trans) SN R EEEE RS
97 21.40 21.60 21.80 22.00
42 m/z 111.10 48 .59%
69 /\\_N_j\q_‘\/J\
5000
0"JI'L'IJ"W""I”"I"”I""P"'I'”'I"" LN SUNII SN BRI
m/z--> 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.17 3.71 ng 301497 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 3278 (22.168 min): BM018230.D (-3274) (-) m/z 57.10 100.00%
57
85
5000

21.80 22.00 22.20 22.40

] ﬂ 141169 211237267293 341369 431 475503

0 ”..,.”.,..”, mein kS S . LEEL m/z 71.10 83.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142112: Pentacosane
5000 ‘f\-l\||||||||||||||||||||||

21.80 22.00 22.20 22.40
m/z 85.05 60.03%

113
141169 211239267 295323 352

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99476: Nonadecane
57
 BREREEE RS s e
85 21.80 22.00 22.20 22.40
5000 m/z 43.10 56.00%
29
oLl 3141160107 268
A L B B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane I R EEEE e s
21.80 22.00 22.20 22.40
m/z 41.10 27.01%
85
5000

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 2180 2200 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22 .65 15.35 ng 1079920 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3360 (22.650 min): BM018230.D (-3355) (-) m/z 57.10 100.00%

57
85
5000

l d Muwmn% nmnmnmmm
O b b L7 7007225253 295 337365 402 sz 71.05  85.61%
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 |||||||||||||||||||

22. 40 22 60 22. 80 23. OO
m/z 85.10 63.29%

113
oL 2 |4 | M3, 141 169 197 225 253 281 309 337 365 408
e B T A e e T e e L R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85 22.40 22 60 22. 80 23.00
5000 m/z 43.10 54 _.86%
29 113
ol Ll 177241169 197 225 253 296
e A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane TR e e
57 22. 40 22 60 22. 80 23. 00

m/z 55.10 24 . 75%

29 113
J J |77 14, 169 197 225 253 281 311337 367 410435

Ol e A Y A P R S Subeitattn ot dtadn

m/z--> 0 50 100 150 200 250 300 350 400 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018230.D

Aca On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.79 5.79 ng 407542 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3554 (23.791 min): BM018230.D (-3550) (-) m/z 57.10 100.00%

57

B8

5000
I|113 141 g5 207 23.40 23.60 23.80 24.00 24.20
168 239 295 358 489 y : y : =
ofr L LU L7268, ] 239268295 ap8 398387 416 489 00 6T 6o gy,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99477: Nonadecane
5|7
5000 85 TT 1T llllllll L TT
23. 40 23. 60 23. 80 24 00 24. 20
m/z 85.10 59.95%
| 11}3141169197225 268
R e o

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155177: Octacosane

N
©
o1
S

23.40 23.60 23.80 24.00 24.20

5000 85 m/z 43.10 53.83%
29 113
oL, | [ 1242 169 197 225 253281 300 337 365 394
A 2 208 2 308 e s
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane i B e R
57 23.40 23.60 23.80 24.00 24.20
m/z 55.00 24 _06%
85
5000
29 113
o | |17 141169197 205 253 296
T T T e T e e T T o
mz-> 0 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121618\

Data File : BM018230.D

Acq On : 16 Dec 2018 17:16

Operator : JU/SJ

3?22 le J6377-15 P001-SD006-0006-01
ALS Vial : 12 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]
2-Pentanone, 4-hy... 4.69 2.9 ng 127071 1 7.50 890574 20.0
unknown? .04 7.04 89.3 ng 3975470 1 7.50 890574 20.0
n-Hexadecanoic acid 17.83 5.7 ng 409308 4 16.92 1427610 20.0
Octadecanoic acid 19.13 2.6 ng 209732 5 21.14 1624320 20.0
1,1*-Biphenyl, 2,_... 19.85 2.1 ng 173914 5 21.14 1624320 20.0
1-Nonadecene 20.86 10.1 ng 819245 5 21.14 1624320 20.0
Heneicosane 21.30 2.3 ng 184627 5 21.14 1624320 20.0
Hexadecane 21.73 5.0 ng 403458 5 21.14 1624320 20.0
unknown21.75 21.75 4.1 ng 330891 5 21.14 1624320 20.0
Pentacosane 22.17 3.7 ng 301497 5 21.14 1624320 20.0
Nonacosane 22.65 15.4 ng 1079920 6 23.30 1406710 20.0
Nonadecane 23.79 5.8 ng 407542 6 23.30 1406710 20.0
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