LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038783.D
Aca On - 21 Dec 2018 12:06 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J6446-06 P001-SS026-1824-01
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-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 heiaht area % max. total
1 5.142 343 349 359 rBV 44243 74155 3.66% 0.465%
2 5.612 421 429 442 rBV 526407 901579 44.46% 5.654%
3 7.216 693 702 717 rBV 575886 1126288 55.54% 7.063%
4 7.586 757 765 774 rBV 551100 977335 48.20% 6.129%
5 8.056 838 845 853 rBV 90098 157578 7.77% 0.988%
6 8.379 892 900 908 rBV 396979 710475 35.04% 4 .456%
7 9.237 1037 1046 1058 rBV 340857 638487 31.49% 4.004%
8 10.876 1317 1325 1335 rBV 119894 219776 10.84% 1.378%
9 13.314 1733 1740 1751 rBV 873964 1377230 67.92% 8.637%
10 14.143 1873 1881 1888 rBvV 50594 77012 3.80% 0.483%

11 14.695 1968 1975 1985 rVB2 220625 350700 17.29% 2.199%
12 16.187 2222 2229 2244 rBV 850667 1331462 65.66% 8.350%
13 17.445 2436 2443 2454 rBV2 276015 450677 22.22% 2.826%

14 18.303 2584 2589 2596 rBV 50462 82233 4._.06% 0.516%
15 19.307 2756 2760 2763 rBv4 12665 20486 1.01% 0.128%
16 19.337 2763 2765 2770 rVB6 16021 20727 1.02% 0.130%
17 19.566 2800 2804 2809 rBv4 17306 24769 1.22% 0.155%
18 19.619 2809 2813 2819 rVB3 26018 34516 1.70% 0.216%
19 20.042 2879 2885 2896 rVB 1515280 2027822 100.00% 12.717%
20 20.183 2905 2909 2913 rVB3 25532 31601 1.56% 0.198%
21 20.230 2913 2917 2923 rVB9 10914 20661 1.02% 0.130%

22 20.318 2926 2932 2937 rBV3 83182 123884 6.11% 0.777%
23 20.594 2975 2979 2985 rVB 101382 128771 6.35% 0.808%

24 20.653 2985 2989 2993 rBv4 22529 33156 1.64% 0.208%
25 20.753 3002 3006 3012 rVB6 32667 51913 2.56% 0.326%
26 20.923 3027 3035 3040 rBV2 52991 107267 5.29% 0.673%
27 21.076 3057 3061 3065 rVB2 52781 71169 3.51% 0.446%
28 21.146 3069 3073 3079 rVB5 23323 31076 1.53% 0.195%
29 21.317 3097 3102 3109 rBV2 89579 159679 7.87% 1.001%
30 21.381 3109 3113 3120 rVV6 43458 69478 3.43% 0.436%
31 21.452 3121 3125 3130 rVBS8 23307 35433 1.75% 0.222%
32 21.722 3164 3171 3180 rBV2 327190 609790 30.07% 3.824%
33 21.863 3191 3195 3200 rVB2 24289 32911 1.62% 0.206%
34 22.045 3222 3226 3232 rVB4 16507 24170 1.19% 0.152%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038783.D
Aca On - 21 Dec 2018 12:06 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J6446-06 P001-SS026-1824-01
ALS Vial : 4 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\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.116 3234 3238 3240 rBvV4 15623 22480 1.11% 0.141%
36 22.157 3241 3245 3252 rVB4 31011 55022 2.71% 0.345%

37 22.474 3293 3299 3303 rBvV 131176 234545 11.57% 1.471%
38 22.515 3303 3306 3316 rVB2 66828 137222 6.77% 0.861%
39 23.173 3409 3418 3425 rBV3 57306 136438 6.73% 0.856%
40 23.367 3447 3451 3457 rVB2 19544 39881 1.97% 0.250%

41 23.538 3473 3480 3491 rVB3 69643 151153 7.45% 0.948%
42 23.990 3548 3557 3565 rBV2 330217 756143 37.29% 4.742%
43 24.072 3565 3571 3586 rVB3 40625 114395 5.64% 0.717%
44 24.431 3627 3632 3639 rVB10 12588 31327 1.54% 0.196%
45 24.948 3713 3720 3724 rBV5 26251 65938 3.25% 0.414%

46 25.018 3725 3732 3752 rVB2 142255 447613 22.07% 2.807%
47 25.494 3803 3813 3823 rBV2 131599 364089 17.95% 2.283%
48 26.093 3902 3915 3929 rVB3 222442 747597 36.87% 4.688%
49 26.252 3935 3942 3954 rVB3 16576 49474 2.44% 0.310%
50 28.297 4278 4290 4306 rVB5 80923 326995 16.13% 2.051%

51 29.119 4422 4430 4432 rBvVS 15214 38126 1.88% 0.239%

52 31.787 4877 4884 4885 rBV7 11706 22748 1.12% 0.143%

53 32.633 5016 5028 5029 rBVS8 24415 70135 3.46% 0.440%
Sum of corrected areas: 15945587
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG038783.D

1400000
1200000
1000000

800000

600000 7.22 759

5.61

8.38

400000 9.24

200000 8.06 10.88

5.14
e MMM VSN | MNSMMMS—

350 400 450 5.00 550 6.00 650 7.00

750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
TIC: BG038783.D

Time-->
Abundance

20.04
1400000

1200000

1000000

13.31 16.19

800000

600000

400000

17.44
14.70

200000

14.14 18.30

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
TIC: BG038783.D

maps

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000 23.99

25.02 2549

200000 28.30

23. %ig 54 0

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

29.12 31.79 32

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.14 9.41 ng 74155 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 349 (5.142 min): BG038783.D (-343) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.80 5.00 5.20 5.40
S 1 MU N S, m/z 59.00 56.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T 5 5k sk
0
150 41, 1010 m/z 101.00 19.92%
m I. i , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-

59.0

4.80 500 520 5.40
5000 41.0 m/z 58.00 14.09%

29.
‘ 87.0
SN T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.33%
5000 41.0
T <Y 1260 1420
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.59 Concentration Rank 1

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

7.59 124.05 ng 977335 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 766 (7.592 min): BG038783.D (-757) (-) m/z 131.90 100.00%
131.9
5000 68.0
UG L U R
400 540 ‘ 9.0 7.20 7.40 7.60 7.80 8.00
bt J80 L sgse M h77 68.00  39.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L LR L L B
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.08%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 29.75%
70.0
31.0
| M0 % | L eso | meo |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R RamraEEsE A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.88%
5000
67.0
80.0 91.0
20 S0 1| 1060 1170 |
m/z--> 30 40 50 6|0 70 80 9'0 100 110 120 130 140 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.65 ng 82233 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2589 (18.303 min): BG038783.D (-2584) (-) m/z 60.00 100.00%
6d.0
5000 129.0
39 18.00 18.20 18.40 18.60
m/z 72.95 98.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 18.00 18.20 18.40 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.00  97.67%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.|00 18.|20 18.I40 18.|60 !
5000 129.0 m/z 57.00 83.66%
150 \;‘, A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L
43.0 |, 73.0 18.00 18.20 18.40 18.60
m/z 55.00 78.64%
5000 129.0
}ﬁ?”'ﬂ”' LM RPN SRR BN B
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\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2,3,4,47,5,6-Hexachloro-1,1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.32 4.06 ng 123884 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.4"7.5.6-Hexachloro-1.1"-bip... 358 C12H4CI6 041411-63-6 99
2 2.3.3".4.5" .6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-43-8 99
3 2.3.3".4.5.5"-Hexachloro-1.1"-bi... 358 C12H4CI6 039635-35-3 99
4 2.3.37.4.4"7 .6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-42-7 99
5 1,1"-Biphenyl, 2,2",4,4%,5,5"-he... 358 C12H4CI6 035065-27-1 99
Abundance Scan 2932 (20.318 min): BG038783.D (- 2926) ) m/z 289.80 100.00%

5000 2178
s, : 3247

, : 2538 20.00 20.20 20.40 20.60

L . ... m/z 359.70 99.33%

m/z--> 50 100 150 200 250 300
Abundance #188864: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl

5000
290 0 20,00 20.20 20.40 20.60
m/z 287.80 78 .60%
a40 730 1090 150 1800 21O 2550 ‘ 3240
SCULE- RSV e i -

m/z--> 50 100 150 200 250
Abundance #188871: 2,3,3',4,5',6-Hexachloro-1,1'- blphenyl
360.
20.00 20.20 20.40 20.60
5000 290.0 m/z 361.70 68.51%
145.0
218.0
o 130 1990, "7° 1900 280 a0 || s
m/z--> 50 100 150 200 250 300 350
Abundance #188881: 2,3,3',4,5,5'-Hexachloro-1,1"-biphenyl
360.0 20.00 20.20 20.40 20.60
m/z 217.80 51.24%
5000
290.0
440 730 1090 14ﬁ0 180.0 2180 3540 H‘ 324.0
e
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\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1,1"-Biphenyl, 2,3,3",4,4",... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.59 4.22 ng 128771 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4.4% .5"-he... 358 C12H4CI6 069782-90-7 93
2 4.473"-Trichlorodiphenvilsulfide 288 C12H7CI3S 1000283-58-7 84
3 Benzene. 2.4-dichloro-1-T(4-chlo... 288 C12H7CI3S 055759-88-1 56
4 3-Bromo-5.7-dichloro-1-methvlnap... 288 C11H7BrCI2 055058-84-9 38
5 1-(p-Aminophenyl)-2,3,5-trichlor... 288 C11H7CI3N20 1000244-68-6 30
Abundance Scan 2978 (20.588 min): BG038783.D (-2975) (-) m/z 359.70 100.00%
289.8 359.7
5000 217.9
144.9
439 739 253.8 324.7 20.20 20.40 20.60 20.80 21.00
bl m/z 289.80  97.34%
m/z--> 50 100 150 200 250 300 350
Abundance #188941: 1,1'-Biphenyl, 2,3,3',4,4',5'-hexachloro-
36(.0
144.0 2900
5000 109.0 " 20.20 20.40 20.60 20.80 21.00
218.0 0
60 740 18%0 " 2540 m/z 361.70 85.33%
d 1
m/z--> 50 100 150 200 250 300 350
Abundance #134036: 4,4'3-Trichlorodiphenylsulfide
290.0
218.0 20.20 20.40 20.60 20.80 21.00
5000 m/z 287.80 69.03%
750 1080 1420 1840 ‘ ZSﬁO l
1l L m ) I L
m/z--> 50 100 150 200 250 300 350
Abundance #134037: Benzene, 2,4-dichloro-1-[(4-chlorophenyl)thio]-
290.0 20.20 20.40 20.60 20.80 21.00
218.0 m/z 357.70 54 _.29%
5000 540
75.0 108.0 142.0 184.0 ‘ ” J‘
| R I il I |
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1,1°-Biphenyl, 2,27,3,3",5,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.52 ng 107267 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.2".3.3".5.5"-He... 358 C12H4CI6 035694-04-3 99
2 1.1"-Biphenvl. 2.3.3".4.5.6-hexa... 358 C12H4CI6 041411-62-5 99
3 1.1"-Biphenvl. 2.2".3.3".6.6"-he... 358 C12H4CI6 038411-22-2 99
4 2.3.3".47.5.6-Hexachloro-1.1"-bi... 358 C12H4CI6 074472-44-9 99
52,27,3,4",6,6"-Hexachloro-1,1"-b... 358 C12H4CI6 068194-08-1 99
Abundance Scan 3034 (20.917 min): BG038783.D (-3027) (-) m/z 289.80 100.00%
289.8 359.7
5000 217.9
32|T"7 20.60 20.80 21.00 21.20
Y - m/z 359.70  92_45%
m/z--> 50 100 150 200 250 300 350
Abundance #188930: 1,1'-Biphenyl, 2,2',3,3',5,5'-Hexachloro-

5000
20.60 20.80 21.00 21.20

m/z 287.80 87 .66%

m/z--> 50 100 150 200 250 300 350
Abundance #188896: 1,1'-Biphenyl, 2,3,3',4,5,6-hexachloro-
36!
20.60 20.80 21.00 21.20
5000 290.0 m/z 361.70 79.86%
218.0
326.0
S -1 L il W
m/z--> 50 100 150 200 250 300 350
Abundance #188929: 1,1-Biphenyl, 2,2',3,3',6,6-hexachloro-
36! 20.60 20.80 21.00 21.20
m/z 357.70 51.10%
5000 290.0
145.0
m/z--> 50 100 150 200 250 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 3,3%"4,4"-Tetrachlorodipheny... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.08 2.33 ng 71169 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3"4.4"-Tetrachlorodiphenvlsulfide 322 C12H6CI4S 076745-12-5 95
2 Tetrasul 322 C12H6CI4S 002227-13-6 66
3 Eraosta-4.6.22-trien-3_beta.-ol 396 C28H440 034026-93-2 15
4 1.2.3.4-Tetrachloro-5-(2.3-dipro... 322 Cl14H14Cl4 005680-25-1 10
5 Pyridine, 2-methyl-3,4,5,6-tetra... 397 C30H23N 041728-97-6 10

Abundance Scan 3062 (21.082 min): BG038783.D (-3057) (-) m/z 393.70 100.00%

328.7 398.7

5000
161.8

81.0 126.9

20.80 21.00 21.20 21.40
m/z 323.70 99.68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #162318: 3,3'4,4'-Tetrachlorodiphenylsulfide
324.0
252.0
5000
20.80 21.00 21.20 21.40
142.0 m/z 395.60 97.72%
74.0 1030 Ml 182.0 217.0
1l I il
et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #162317: Tetrasul
252.0 324.0
20.80 21.00 21.20 21.40
5000 m/z 325.70 67.29%
108.0
7?-0 ‘143-0 176.0 217.0 | 288.0
i1 pdh bl N N by
L B o e e e B B o NN A e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #210532: Ergosta-4,6,22-trien-3.beta.-ol
396.0 20.80 21.00 21.20 21.40
m/z 321.70 56.76%
69.0
5000
09.0
LA amearse  amo |
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40

8270-BG121218.M Mon Dec 24 15:46:27 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Oxalic acid, isobutyl octad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.24 ng 159679 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
2 Oxirane. I(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 87
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 83
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 83
Abundance Scan 3103 (21.323 min): BG038783.D (-3097) (-) m/z 57.00 100.00%
57.0
25.0 21,00 21.20 2140 21.60
154.0 . : : : :
L oi0 DRl 2690 8900 L7 43.00 90.94%
m/z--> 50 100 150 200 250 300 350
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
5000 SRR AR LN IR
21.00 21.20 21.40 21.60
29.0 97.0 m/z 55.00 70.85%
| J|J]“L 125.0153 0 22402520  *9[0
m/z--> 50 100 150 200 250 300 350
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0
21,00 21.20 2140 21.60
5000 m/z 41.00 48.83%
97.0
29.0
J’\ Al Il \‘\ J\ ‘;25'0 166.0 197.0
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester R R ma AR
43.0 21.00 21.20 21.40 21.60
m/z 68.95 45_01%
71.0
5000
‘ } 111.0
Ly L 1241.0169.0197.0224.0 2530
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Heptadecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .47 7.69 ng 234545 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3298 (22.468 min): BG038783.D (-3293) (-) m/z 57.00 100.00%
57.0 ﬂ
5000
| l \ee-o 5120 7240 22100 2280
141.1 : : : :
e bl 19712269 2669 8270 0 “nsz 43.00 66.00%
m/z--> 50 100 150 200 250 300 350
Abundance #105891: Heptadecane, 3-methyl-
57.0
5000 AR N SN BN B
22.20 22.40 22.60 22.80
990 2950 m/z 70.95 49 .56%
27.}0.| g S 1830 | 2sa0
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #129492: Eicosane
57.0
2220 22.40 22.60 22.80
5000 m/z 85.00 37.18%
%%]| 90 1410 1830 2250 2820
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #209566: Octacosane S N I L B e B B
57.0 22.20 22.40 22.60 22.80
m/z 55.00 26.60%
99.0
27,0 ] | |y, 141.0 1830 2250 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 ' 22.'20 22.'40 22.I60 22.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.52 4.50 ng 137222 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 78
2 Cvclopentane. 1l-butvl-2-pentvl- 196 C14H28 061142-52-7 60
3 n-Heptadecanol-1 256 C17H360 001454-85-9 58
4 Cvclopentane. decvl- 210 C15H30 001795-21-7 46
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 46
Abundance Scan 3307 (22.521 min): BG038783.D (-3303) (-) m/z 97.00 100.00%
97.0
43.0
5000
25.0
167.1 12069 25282819 355.0 2220 22.40 22.60 22.80
gl 1 1 1 Tm/z 83.00 96.82%
m/z--> 50 100 150 200 250 300 350
Abundance #58277: Cyclotetradecane
3.0
5000 U BBV IARER
22120 22.40 22.60 22.80
2710 111.0 m/z 43.00 76.08%
| ] l 139 0168 019?0
m/z--> 100 1I 200 250 300 350
Abundance #58315: Cyclopentane, 1-butyl-2-pentyl-
69.0
41.0 NN AR SRR
22.20 22.40 22.60 22.80
5000 970 m/z 69.00 74 .94%
125.0 196.0
N _M,., o |
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1 I R Al RARREEES
58.0 22.20 22.40 22.60 22.80
m/z 41.00 74 .63%
5000 111.0 AWJLMwwM“WﬁM/M\kwkﬂ~vhﬁmww~k
m/z--> 50 200 250 300 350 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.17 4_47 ng 136438 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Octadecane 254 C18H38 000593-45-3 58
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 58
4 Hexatriacontane 507 C36H74 000630-06-8 52
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 52

Abundance Scan 3417 (23.168 min): BG038783.D (-3409) (-) m/z 57.00 100.00%

57.0

5000

22.80 23.00 23.20 23.40
m/z 43.00 79 .34%

155.0 1971 280.2 356.9 429.6

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LA L L L L L L L LB B

22.80 23.00 23.20 23.40
99.0 m/z 71.00 44 _66%

Loy J ] 1410 1830 2250 2820

m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
B RS R e S
22.80 23.00 23.20 23.40
5000 m/z 55.00 42.51%
99.0
| I | ] 1419 183.0 2540
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester R R RREEEEa
57.0 22.80 23.00 23.20 23.40
m/z 84.95 35.93%
5000
LS o
A et LB Ran e e S
m/z--> 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23.40

8270-BG121218.M Mon Dec 24 15:46:31 2018 Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\

BG038783.D

21 Dec 2018 12:06

JussJ

J6446-06

4 Sample Multiplier: 1

: C:\Database\NIST11.L
LSCINT.P

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

Peak Number 13 E-8-Hexadecen-1-ol acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.54 6.75 ng 151153 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 92
2 7-Hexadecen-1-ol. acetate. (2)- 282 C18H3402 023192-42-9 89
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 Octadecanal 268 C18H360 000638-66-4 83
Abundance Scan 3480 (23.538 min): BG038783.D (-3473) (-) m/z 57.00 100.00%
57.0
5000 96.0 ]\
e i R 2%Y Tm/z 43.00  80.95%
m/z--> 50 100 150 200 250 300 350
Abundance #129355:; E-8-Hexadecen-1-ol acetate
43.0
5000 82.0 AR DR
23 20 23. 40 23. 60 23.80
110.0 m/z 55.00 66.37%
|mﬁ%%%mm¥”°%m%m
m/z--> §0 100 150 260 250 360 3%0
Abundance #129365: 7-Hexadecen-1-ol, acetate, (2)-
43.0
82.0 NS SRR
23.20 23.40 23.60 23.80
5000 222.0 m/z 82.00 58.53%
09.0
J“ | H 138'0166.0 194.0 282.0
" il n i !
m/z--> §0 160 1%0 200 250 360 3%0
Abundance #109264: 1,16-Hexadecanediol
55.0 82.0 23.20 23.40 23.60 23.80
m/z 41.00 46.41%
B //\M_,A\,\g/\
09.0
29} | ! ‘MJH380166019402220
m/z--> 50 100 1éo 200 2%0 360 3%0 2320 2340 2360 2380 '

8270-BG121218.

M Mon Dec 24 15:46:32 2018

P001-SS026-1824-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.99 33.79 ng 756143 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3557 (23.990 min): BG038783.D (-3548) (-) m/z 57.00 100.00%

57.0
5000 N
13.0 23.60 23.80 24.00 24.20 24.40

AT 00 225 28008372 m/z 43.00 68.21%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43.Q

5000 ..................
23. 60 23. 80 24. OO 24. 20 24 40

m/z 71.00 51.71%

l1550 225.0
R R I B R A RS A RARRA R e EER
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
23. 60 23. 80 24, 00 24, 20 24 40
5000 m/z 85.00 39.29%
113239 160.0
J i 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
e e e e T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane R e e e
57.0 23. 60 23. 80 24, OO 24, 20 24 40

m/z 55.00 26.17%

h LA,/\/L‘A
13.0
J] h“ 169.0 22502810 3520

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24. OO 24. 20 24 40

8270-BG121218.M Mon Dec 24 15:46:33 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octacosyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .07 5.11 ng 114395 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 60
2 Cvcloheptane. methvl- 112 C8H16 004126-78-7 58
3 Cvclopentane. l-methvl-3-(2-meth... 140 C10H20 029053-04-1 52
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 49
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 49
Abundance Scan 3571 (24.072 min): BG038783.D (-3565) (-) m/z 57.00 100.00%
57.0
97.0
5000
2062470 80 2400 2420 240
m/z 55.00 82 .74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 LI BRI S M B
23.80 24.00 24.20 24.40
1 m/z 97.00 73.80%
I, 1 3??181022202640306034803920 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #6698: Cycloheptane, methyl-
58.0
97.0 AU SUNIUR SR SR
23.80 24.00 24.20 24.40
5000 m/z 43.00 62 .55%
"uliyylj"w""|”"|"”|""w"'|'”'|"'w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #18070: Cyclopentane, 1-methyl-3-(2-methylpropyl)- RN R R s S N
58.0 23.80 24.00 24.20 24.40
m/z 83.00 53.10%
97.0
5000
mz-> 50 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Eicosane, 7-hexyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

24 .95 2.95 ng 65938 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 72
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72

Abundance Scan 3720 (24.948 min): BG038783.D (-3713) (-) m/z 57.00 100.00%

57.0
5000

207.9 280.9 340.9 24.60 24.80 25.00 25.20
m/z 43.00 67 .78%

113.0439 1 169.1

rrrrrpietll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl-

57.0

5000 Dl
8.0 24,60 24.80 25.00 25.20

m/z 71.00 57.57%

113.0
byl oy 410 1820 2110 2520 28103080 337.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #152416: Tridecane, 1-iodo-
57.0
R e N EEEE S R
24.60 24.80 25.00 25.20
5000 85.0 m/z 85.00 40.36%
28.0
113. 0 183.0
,} T - [ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane L AR maa
57.0 24.60 24.80 25.00 25.20
m/z 41.00 25.44%
5000 85.0
29.0
L L [M301410 1690 197.0 2250 2540
puq”u.”.u”.u.”u.”.u”.u.”u.”.u”.u.””p”.unp. R N S R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24, 60 24, 80 25 00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 1,16-Hexadecanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.49 16.27 ng 364089 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.16-Hexadecanediol 258 C16H3402 007735-42-4 91
2 1.19-Eicosadiene 278 C20H38 014811-95-1 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 89
5 Tetracosanal 352 C24H480 057866-08-7 87
Abundance Scan 3812 (25.488 min): BG038783.D (-3803) (-) m/z 57.00 100.00%
5%.0
5000 96.0 W/L
U AR R B B
138.0 25.20 25.40 25.60 25.80
| hi 671 2069 25012809 8622 | 74300 91.20%
m/z--> 50 100 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol
54.0
96.0
5000 LRI DR B U SRR
%m%m%m%m
\ m/z 55.00 64.22%
.|| L | £330 | 19402230
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #126192: 1,19-Eicosadiene
55.0
96.0 | 25.20 25.40 25.60 25.80
5000 m/z 82.00 53.69%
150LJ ‘|‘ I ﬁ370 180.0211.0 250.0
m/z--> 55 100 1%0 200 2%0 300 3%0 '
Abundance #117618: Oxirane, hexadecyl-
82.0 25.20 25.40 25.60 25.80
m/z 41.00 45 .24%
43.0
5000
24.0
| M | 1950, 210 2500
miz--> 50 100 150 200 250 300 350 | 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Sulfurous acid, butyl tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.09 33.40 ng 747597 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3914 (26.088 min): BG038783.D (-3902) (-) m/z 57.00 100.00%
57.0
5000 85.0 ’ %
13.0 25.80 26.00 26.20 26.40
141.1169.0
. d ﬂ Lot 2000197 2391267.1295.13232 3548 | Tnzz 43.00  66.57%
m/z--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000 AR AR AR B
85.0 25,80 26.00 26,20 26.40
200 m/z 71.00 49.65%
14 L) poan0 1970 53109610
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
25.80 26.00 26.20 26.40
5000 85.0 m/z 85.00 38.56%
‘ ‘ Lo {?‘0114}-0 182.0211.0 252.0281.0309.0337.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R A ARE
57.0 25.80 26.00 26.20 26.40
m/z 55.00 24 .78%
5000 85.0
230‘ ‘ ﬂ13014}01690197022502530 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350 25.80 26.00 26,20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

28.30 14.61 ng 326995 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 70
2 Octadecanal 268 C18H360 000638-66-4 68
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 62

Abundance Scan 4291 (28.303 min): BG038783.D (-4278) (-) m/z 57.00 100.00%

.0
82.0

5000

-

09.0 TT I TT 1T I UL I TTTT I UL I
137.0
1671 207.9 2490 2819 40,9 28.00 28.20 28.40 28.60

m/z 43.00 90.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126193: 1,19-Eicosadiene
53.0
5000 82.0 Bt S S

T T T T
28.00 28.20 28.40 28.60

29.0 g
09.0 m/z 82.00 67.75%

1380 180.0208.0  250.0 278.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117607: Octadecanal
43.0 82.0

-

28.00 28.20 28.40 28.60
m/z 55.00 60.85%

5000
09.0

137.0 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecy!- T
28.00 28.20 28.40 28.60

m/z 96.00 45 _80%

-

5000

138.0 166.0 194.0  236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 28.00 28.20 28.40 28.60

=
=
o
o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038783.D

Aca On - 21 Dec 2018 12:06

Operator : JU/SJ

3?22 le J6446-06 P001-55026-1824-01
ALS Vial : 4 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Caparratriene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
32.63 3.13 ng 70135 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 64
2 2.3.3-Trimethvl-2-(3-methvlbuta-... 218 C15H220 077822-57-2 42
3 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 30
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 30
5 4,7,7-Trimethylbicyclo[2.2.1]hep... 207 C13H21NO 1000210-89-8 30
Abundance Scan 5028 (32.633 min): BG038783.D (-5016) (-) m/z 95.00 100.00%
.0 0
5000
3409 | 32.2032.3032.4032.5032.60
" m/z 189.00 87.03%
m/z--> 50 100 150 200 250 300
Abundance #66196: Caparratriene
41.0 69.0 95.0
21.0
5000
163.0 32.20 32.30 32.40 32.50 32.60
\ 191.0 m/z 55.00 82.02%
“'LE "L'I" L L SR
m/z--> 50 100 150 200 250 300
Abundance #75928: 2,3,3-Trimethyl-2-(3-methylbuta-1,3-dienyl)-6-meth...
410 1190 1680
91.0 218.0 NSNS BARRA AEERR B
32.20 32.30 32.40 32.50 32.60
5000 m/z 81.00 77.02%
190.0
|H|“||||‘|||||||||||||
m/z--> 50 100 150 200 250 300
Abundance #75223: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine  RAaaE T ARRRRE
218.0 32.20 32.30 32.40 32.50 32.60
0
189.0 m/z 43.00 76.61%
5000
8.0 13501630
43.0 ‘ ‘
:!'7]0\; ‘.Ali.‘lu .“.‘Jl-lup.(.)‘.‘. iI\ .H.h‘. .‘l‘.‘... — —— AR R B
m/z--> 50 100 150 200 250 300 32.20 32.30 32.40 32.50 32.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG122118\
Data File : BG038783.D
Acq On : 21 Dec 2018 12:06 Instrument :
Operator : JU/SJ ?:II\!A_?S ol

- _ lentosampleld :
a?ch:le - J6446-06 P001-SS026-1824-01
ALS Vial : 4 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... 5.14 9.4 ng 74155 1 8.06 157578 20.0
unknown7 .59 7.59 124.1 ng 977335 1 8.06 157578 20.0
n-Hexadecanoic acid 18.30 3.6 ng 82233 4 17.44 450677 20.0
2,3,4,47 ,5,6-Hexa... 20.32 4.1 ng 123884 5 21.72 609790 20.0
1,1"-Biphenyl, 2,... 20.59 4.2 ng 128771 5 21.72 609790 20.0
1,1"-Biphenyl, 2,... 20.92 3.5 ng 107267 5 21.72 609790 20.0
3,3"4,4"-Tetrachl... 21.08 2.3 ng 71169 5 21.72 609790 20.0
Oxalic acid, isob... 21.32 5.2 ng 159679 5 21.72 609790 20.0
Heptadecane, 3-me... 22.47 7.7 ng 234545 5 21.72 609790 20.0
Cyclotetradecane 22.52 4.5 ng 137222 5 21.72 609790 20.0
Eicosane 23.17 4.5 ng 136438 5 21.72 609790 20.0
E-8-Hexadecen-1-o0... 23.54 6.8 ng 151153 6 25.02 447613 20.0
Octadecane, 2-met... 23.99 33.8 ng 756143 6 25.02 447613 20.0
Octacosyl trifluo... 24.07 5.1 ng 114395 6 25.02 447613 20.0
Eicosane, 7-hexyl- 24 .95 3.0 ng 65938 6 25.02 447613 20.0
1,16-Hexadecanediol 25.49 16.3 ng 364089 6 25.02 447613 20.0
Sulfurous acid, b... 26.09 33.4 ng 747597 6 25.02 447613 20.0
1,19-Eicosadiene 28.30 14.6 ng 326995 6 25.02 447613 20.0
Caparratriene 32.63 3.1 ng 70135 6 25.02 447613 20.0
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