LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\
Data File : BM018224.D
Aca On : 16 Dec 2018 13:37 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 4.687 302 306 313 rBV 101548 138115 1.09% 0.212%
2 4.869 332 337 346 rBV 246262 336849 2.67% 0.516%
3 5.134 375 382 386 rBVY 2953410 4126702 32.66% 6.325%
4 5.187 386 391 403 rVB 9068621 12636665 100.00% 19.369%
5 6.592 625 630 632 rBV 118873 175159 1.39% 0.268%
6 6.628 632 636 642 rvVv 655477 928331 7 .35% 1.423%
7 6.698 642 648 664 rVB 2701892 4695462 37.16% 7.197%
8 7.040 698 706 715 rBVY 3015908 4567463 36.14% 7.001%
9 7.145 718 724 731 rVB 301779 453285 3.59% 0.695%
10 7.498 778 784 787 rBV 649281 1017974 8.06% 1.560%

11 7.534 787 790 796 rvV 432551 623199 4._.93% 0.955%
12 7.604 796 802 810 rvB2 90096 184383 1.46% 0.283%
13 7.810 830 837 850 rvB 2105683 3255336 25.76% 4_.990%
14 8.657 973 981 999 rBV 1601369 2695422 21.33% 4.131%
15 9.033 1039 1045 1052 rVB 127430 190254 1.51% 0.292%

16 10.263 1244 1254 1260 rBV 800070 1383607 10.95% 2.121%
17 10.316 1260 1263 1270 rVB 104396 161765 1.28% 0.248%
18 12.763 1670 1679 1688 rBV 3790676 5456975 43.18% 8.364%
19 13.627 1820 1826 1832 rBV 205164 332734 2.63% 0.510%
20 14.157 1909 1916 1924 rBV2 1178162 1794502 14.20% 2.751%

21 15.662 2164 2172 2180 rBV 2939544 4201793 33.25% 6.440%
22 15.910 2206 2214 2219 rBV3 94606 204963 1.62% 0.314%
23 16.915 2379 2385 2391 rBV2 1250670 1816413 14.37% 2.784%
24 16.986 2395 2397 2402 rVB 106666 130969 1.04% 0.201%
25 17.109 2413 2418 2423 rBV 92478 139481 1.10% 0.214%

26 17.833 2537 2541 2550 rVB4 231157 364734 2.89% 0.559%
27 19.127 2757 2761 2767 rBV5 114608 199379 1.58% 0.306%
28 19.574 2831 2837 2844 rVB 4318543 5330970 42.19% 8.171%
29 19.850 2881 2884 2888 rBV3 134502 182541 1.44% 0.280%
30 20.133 2928 2932 2937 rVB 165265 205659 1.63% 0.315%

31 20.862 3052 3056 3061 rBV2 339861 439076 3.47% 0.673%
32 20.974 3072 3075 3079 rBV2 88872 132615 1.05% 0.203%
33 21.139 3098 3103 3112 rBV 1310017 1895430 15.00% 2.905%
34 21.297 3127 3130 3138 rVB 167811 198846 1.57% 0.305%
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LSC Area Percent Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

3?22'6 i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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

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

Method
Title

35 21.721 3199 3202 3205 rBV 334773 411702 3.26% 0.631%

36 21.750 3205 3207 3213 rVB3 289491 390846 3.09% 0.599%
37 22.168 3274 3278 3282 rVB 252658 322168 2.55% 0.494%
38 22.650 3355 3360 3364 rBV 684376 969422 7.67% 1.486%
39 22.697 3366 3368 3378 rVB7 132583 234131 1.85% 0.359%
40 23.186 3447 3451 3457 rVB 267535 371393 2.94% 0.569%

41 23.303 3465 3471 3478 rVB 864113 1554588 12.30% 2.383%
42 23.791 3549 3554 3559 rvB2 221262 389514 3.08% 0.597%

Sum of corrected areas: 65240815
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LSC Report - Integrated Chromatogram

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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

8000000

6000000

4000000

2000000

TIC: BM018224.D

7.04
5.13 6.70

7.81
8.66

6da 10.26
4.68.87 6, 15 77\%%0 }l 9.03 1h.32

0

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIAIIIIIIIIIIIIIIIIIIIIIIII

Time--> 3. OO 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM018224.D

19.57
12.76

15.66

14.16 16.92

13.63 J 15.91 9911 17.83 19.13 19.820.13

Time-->

A
LA L L I L L L L L L B L L L L N D O B B B B L S

12.00 1250 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

8000000

6000000

4000000

2000000

TIC: BM018224.D

21.14
22.65 23.30

%Wm s Vo

Time-->

21.00 21. 50 22. 00 22. 50 2300 23.50 2400 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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 19

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

4.69 2.71 ng 138115 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 33
4 5-Ethvl-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 28
5 3-0Octanol 130 C8H180 000589-98-0 25

Abundance Scan 307 (4.693 min): BM018224.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101
s3,| 67 83 112 440 4.60 4.80 5.00
) S ] O T N CPRS NSNSIN MR ~ 2 m/z 59.10 64.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L L I
59 440 460 4.80 5.00
m/z 101.10 31.31%
0 25 3 37 83 g3 101
miz--> % %0 40 % 60 7o s 9 100 o
Abundance #3950: 2,3-Butanedione, monooxime
43
440 4.60 480 500
5000 m/z 58.00 14 .90%
101
15 58
0 \ 28 37]ll, 51 | 69 84
miz--> % 30 40 % 60 4o 8 o 100 o
Abundance #13214: 3-Hexanol, 4-ethyl- e
59 4.40 4.60 4.80 5.00
m/z 41.05 10.24%
5000
70 g3 101
0"'w%?w"mu'“mmk'w§#“i'“'l“"wt“l'“'l“"w"w
m/z--> 10 20 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 : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 3 Benzene, 1,3-dimethyl- Concentration Rank 1

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

5.19 248.27 ng 12636700 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 95
3 o-Xvlene 106 C8H10 000095-47-6 93
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 83

Abundance Scan 392 (5.193 min): BM018224.D (-386) (-) m/z 91.10 100.00%
o
5000 106
77 1RO B 00 Ebo B0 B 6O
51 4.80 5.00 520 5.40 5.60
Obrrr el ettt e 2 e Bh | m/z 106.10  46.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4977: Benzene, 1,3-dimethyl-
il
106
5000 AR SRR RN U L

480 5.00 520 540 5.60
m/z 105.10 21.68%

51
on.fZﬂ.in”L..wu.w”.w”.w”..”..”..”..”.w”.w”
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4951: p-Xylene
o1
e
106 480 500 520 540 5.60
5000 m/z 77.05 12.72%
»7 51 ‘
Ol et e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4960: 0-Xylene A
o1 4.80 5.00 5.20 5.40 5.60
m/z 79.05 7.36%
5000 106
77
27 \ L ‘
ol et e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 520 5.40 5.60

8270-BM121518 .M Tue Dec 18 13:23:44 2018 Page: 5



Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 Benzene, l-ethyl-3-methyl- Concentration Rank 15

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

6.59 3.44 ng 175159 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 630 (6.592 min): BM018224.D (-625) (-) m/z 105.05 100.00%
5

5000

=

6.20 6.40 6.60 6.80 7.00

0 m/z 120.10 29.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 ||||||||[\|||||||||||||||
120 6.20 6.40 6.60 6.80 7.00
o1 m/z 91.10 12_.57%
5 ¥ 6 77
O.H,H.W.HW.H.P.h,.”,”.q.”...”..” [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 12.46%
120
39 77 91
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9135: Benzene, 1-ethyl-4-methyl-

6.20 6.40 6.60 6.80 7.00
m/z 79.00 10.12%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 unknown7.04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.04 89.74 ng 4567460 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 706 (7.040 min): BM018224.D (-698) (-) m/z 132.00 100.00%
132
5000 68
96 U LRI UL R
40 54 - 15 007 6.80 7.00 7.20 7.40
0 R e s E m/z 68.10 43.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 S RN RS LA A

6.80 7.00 7.20 7.40
m/z 134.00 32.37%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
A maE e L N R
69 104 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.13%
31 51
0 ‘ [y H Jlos ‘ “ |
i B A o B A B sy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R s B
132 6.80 7.00 7.20 7.40
m/z 69.05 18.76%
5000
33 44 o 105 ‘
o ...,...‘.,.‘.‘Reﬁ‘..‘..ﬁo....‘,.“...,.. T S A REERS A Ema
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

7.15 8.91 ng 453285 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 725 (7.151 min): BM018224.D (-718) (-) m/z 105.10 100.00%
105
5000 120
77 g
39 51 @5 207 6.80 7.00 7.20 7.40
o} R e R A e L m/z 120.10 43.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000 120 I A UL L

6.80 7.00 7.20 7.40
m/z 77.00 16.03%

7 01
27 39 51 65
S N Y Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9122: Benzene, 1,3,5-trimethyl-
105
120 6.80 7.00 7.20 7.40
5000 m/z 119.10 13.28%
77 P51 es TS
ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #9128: Benzene, 1-ethyl-3-methyl- e R EERREEEETE AL
105 6.80 7.00 7.20 7.40
m/z 91.10 10.80%
5000
120
91
0 15 27 3\9 5\1 §\5 7‘T | \“ i
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BM121518.M Tue Dec 18 13:23:45 2018 Page: 8



Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.26 ng 204963 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 58
3 Hexacosane 366 C26H54 000630-01-3 53
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 52
5 Hentriacontane 437 C31H64 000630-04-6 49
Abundance Scan 2214 (15.910 min): BM018224.D (-2206) (-) m/z 71.05 100.00%
7
5000] 43
} %9 127 155 183 15,60 15.80 16.00 16.20
207 281 : . : :
I 0 5 0O o Y A S - S B o 2~ 2 TR T =7
m/z--> 50 100 150 200 250 300 350
Abundance #45542: Tridecane
57
5000 L BN BN UL B
29 85 1560 15.80 16.00 16.20
m/z 43.10 48 .59%
0 | | .I I a 113 1 141 18|4
m/z--> 55 160 1éo 200 250 360 3%0
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl-
57
15,60 15.80 16.00 16.20
5000 m/z 85.00 33.00%
8 113
29 183
ol 4 by ‘ || a7 20 253
m/z--> 55 160 1éo 260 250 300 3%0
Abundance #147090: Hexacosane A R R
57 15.60 15.80 16.00 16.20
m/z 41.00 28.08%
5000 85
113
m/z--> 5'0 1c')o 150 200 25'30 3(')0 351;0 15.|60 15.|80 16.IOO 16.|20 !
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.83 4.02 ng 364734 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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 2541 (17.833 min): BM018224.D (-2537) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
157 171 185 N N B e L L B
143 199 17.60 17.80 18.00 18.20
Obrrrrr i m/z 59.95 73.07%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 4
5000 LI SR AL BN BRI UL
17. 60 17. 80 18. 00 18. 20
m/z 43.10 69.57%
. | | | “ It %91}151291431571711851992132272422?6
m/z--> 25 Jo 80 160 150 150 1éo 180 200 220 240 2éo
Abundance #65565: Tridecanoic acid
60 73
43 ' 17.60 17.80 18.00 18.20
5000 129 m/z 41.10 65.98%
143 157 214
0 I .‘l - ‘i"‘ ; .”l“l‘. ‘lU. I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid e RARREEE RS
43 60 73 17.60 17.80 18.00 18.20
m/z 55.10 57.16%
5000

iy

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. 00 18. 20

o
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 13 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.63 ng 439076 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 1-Octadecene 252 C18H36 000112-88-9 89
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 83
4 Octadecane. 1-I2-(hexadecvloxv)e... 539 C36H7402 017367-10-1 80
5 Octadecane 254 C18H38 000593-45-3 70
Abundance Scan 3056 (20.862 min): BM018224.D (-3052) (-) m/z 57.10 100.00%
57
5000
154 180 207 250 324 559 394 20.60 20.80 21.00 21.20
ol 3 232757282 m/z 71.10 74.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 AU A AR
20. 60 20 80 21. 00 21. 20
m/z 43.10 61.36%
A E :| p 17”.1‘?9 197 225 253 282
m/z--> 50 100 150 260 2%0 300 350 400
Abundance #89782: 1-Octadecene
43
83 USRI PN BN SR
20.60 20.80 21.00 21.20
5000 m/z 85.10 53.82%
111
0 ‘L 2 ' \ 140168 196 224 252
m/z--> éo 100 1%0 260 2%0 360 3%0 460
Abundance #125129: Ethanol, 2-(octadecyloxy)- B ma o e
57 20.60 20.80 21.00 21.20
m/z 83.10 46 .19%
5000 85
29
111
0 “L It I \ h L 141 169 197 224 252 283 311
m/z--> éo 160 1%0 260 250 360 3éo 460 2060 2080 2100 2120
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 Tetracosane, 1l1-decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.72 4.34 ng 411702 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 87
Abundance Scan 3202 (21.721 min): BM018224.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
141 183 207 21.40 21.60 21.80 22.00
oL l||, L 238250280 327 366 415 | "nm/z 71.10 86.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #167081: Tetracosane, 11-decyl-
57
5000 85 U AR TR U DA

21,40 21.60 21.80 22.00
m/z 43.05 62.52%

113
|7, 14t 169 197 225 253 295 337 364 393 420

sq ]l
ol Al bl } LSS L M M S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
s R maaa
21.40 21.60 21.80 22.00
5000 g5 m/z 85.10 62 .23%
29
ol ] || | M8 141 169 197 205 253 281 309 337 365 394
A e A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- Ao et
57 21.40 21.60 21.80 22.00
m/z 55.10 24 _41%
5000 85
113
0 L‘l L7141 169 107 239 267 204 323 352
S T e s R
m/z--> 50 100 150 200 250 300 350 400 21. 40 21 60 21.80 22.00

8270-BM121518 .M Tue Dec 18 13:23:47 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

Sample : J6377-03

Misc :

ALS Vial : 6 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 15 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.75 4.12 ng 390846 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Furol3.2-all1l1lbenzopvran-7-on... 274 C15H1405 054087-32-0 53
2 1.3-Diethvl-2-hvdroxvbenzothiazo... 274 C14H14N202S 1000227-15-3 50
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 47
4 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 38
5 5.beta.-Androstan-3.beta.,17.bet... 292 C19H3202 006038-31-9 38

Abundance Scan 3207 (21.750 min): BM018224.D (-3205) (-) m/z 259.20 100.00%
259
5000
83 215
55 111 19
135 165 83 21.40 21.60 21.80 22.00
o 324 355 387 416 475 m/z 274.15 59 _20%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #102803: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1...
259
5000 AR AUVBRE
43 21.40 21.60 21.80 22.00
216 m/z 215.05 38.53%
0 I 46I9 I 1:!-51 145 185 u
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #102705: 1,3-Diethyl-2-hydroxybenzothiazolo[3,2-a]pyrimidi...
259
21.40 21.60 21.80 22.00
5000 231 m/z 83.10 30.38%
69 o7
0 4L]\-A l JJ | ‘1§6.11?3‘i19|11 L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #103086: 2(1H)—Phenanthrenone, 3,4,4a,4bh,5,6,7,8,10,10a-de... T[T T T T[T T T T[T T T T[T TT T[T
259 21.40 21.60 21.80 22.00
m/z 260.15 26.74%
5000
217
41 g9 93 136161 189
ol 15
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00

8270-BM121518 .M Tue Dec 18 13:23:48 2018

P001-SD014-0006-01
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 17 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .65 12.47 ng 969422 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3360 (22.650 min): BM018224.D (-3355) (-) m/z 57.10 100.00%

57
85
5000

d 141 183 995 22.40 22.60 22.80 23.00
ob e AL 193, 225 267205 337 4TS o 7010 88470
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57
5000 85 L L L B B
22. 40 22 60 22. 80 23. 00
29 m/z 85.10 62.14%
0 1) ﬂllJlf{1§9197225253281 311337 367 410435
i o e o L e e B LN (B e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_
22.40 22.60 22.80 23.00
5000 m/z 43.10 57.99%

141169 197 225 253 296

04
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane S == e anaanadar e
57 22.40 22.60 22.80 23.00
m/z 55.05 25.03%
5000
85
29
o /113 141 169 197 225 253281 323351 380
A e D O T SN —
mz—-> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00

SRR
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Library Search Compound Report

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

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 18 17-Pentatriacontene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22.70 3.01 ng 234131 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 86
2 l1-Heptacosanol 396 C27H560 002004-39-9 53
3 1-Docosene 308 C22H44 001599-67-3 49
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 49
5 1H-Imidazole, 1-(cyclohexylacetyl)- 192 C11H16N20 093383-50-7 43

Abundance Scan 3368 (22.697 min): BM018224.D (-3366) (-) m/z 97.10 100.00%

57 97
5000

329354 401 430 22.40 22.60 22.80 23.00
Oty m/z 57.10 90.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LANLINL I B LI (LI LN B L
22.40 22.60 22.80 23.00
111 m/z 83.05 90.20%
0 | 139167196224 267292 321 462 490
B o o T B i o o o e NN B o o o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155622: 1-Heptacosanol
43
R RREEE s
9 22.40 22.60 22.80 23.00
s000l 18 | ||72 ¥ m/z 69.10 82.87%
125 378
0 Ty . | , 154182210238 281309337
B o o o e T i B o e e B |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene A Emma s e
55 22.40 22.60 22.80 23.00
m/z 43.10 78.67%
97
5000
29
125
o il | 153181 308
B o o o o LB i B o o o o T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 19 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.19 4.78 ng 371393 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Nonacosane 408 C29H60 000630-03-5 87
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 3452 (23.191 min): BM018224.D (-3447) (-) m/z 57.10 100.00%

57
85
5000

113 208 L e L
141 22.80 23.00 23.20 23.40 23.60
d 169 239 279 323 399 461
oA b L300 | 239, 279 323 388 399 420 61| o 0T NG 84 46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 TT T T [T T T T[T T T T[T TT T[T
22. 80 23. OO 23. 20 23 40 23. 60
m/z 85.10 61.51%
29 U314
. || 77,141 169 107 225 253 296
R B W e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57
L e A
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 43.10 54 _.85%
113
o M‘J | [ 341 182511 253 g0 309 337 365
A A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo- AR BT
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 29.30%
5000 85
29
0 | ' 155183011 253
T T e e R e
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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018224.D

Aca On : 16 Dec 2018 13:37

Operator : JU/SJ

ﬁ?ggle i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 20 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.79 5.01 ng 389514 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 3554 (23.791 min): BM018224.D (-3549) (-) m/z 57.10 100.00%
g7
85
5000
“113 141 23.40 23.60 23.80 24.00 24.20
169 197221 : : : : :
ol b LA I 169197281 249 207 320355 417 461480 | 5 T7170  85.510%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155177: Octacosane
g7
5000 85 R N AU BN B
2340 23.60 23.80 24.00 24.20
29 113 m/z 85.10 63.50%
ol ] {741 169 197 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #160628: Triacontane
57
23.40 23.60 23.80 24.00 24.20
5000 85 m/z 43.10 57.02%
118 141
oL | || 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 1%0 260 250 300 350 400 450 '
Abundance #142112: Pentacosane A BT e
57 23.40 23.60 23.80 24.00 24.20
m/z 99.10 22 .73%
- I JM
113
2L 1M 169 211 239267 295 323 352
m/z--> 5'0 100 150 2(')0 250 300 350 400 450 ' 2340 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 : BM018224.D

Acq On : 16 Dec 2018 13:37

Operator : JU/SJ

3?22'6 i J6377-03 P001-SD014-0006-01
ALS Vial : 6 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 2.7 ng 138115 1 7.50 1017970 20.0
Benzene, 1,3-dime... 5.19 248_.3 ng 12636700 1 7.50 1017970 20.0
Benzene, 1-ethyl-.._. 6.59 3.4 ng 175159 1 7.50 1017970 20.0
unknown7 .04 7.04 89.7 ng 4567460 1 7.50 1017970 20.0
Benzene, 1,2,3-tr... 7.15 8.9 ng 453285 1 7.50 1017970 20.0
Tridecane 15.91 2.3 ng 204963 4 16.92 1816410 20.0
n-Hexadecanoic acid 17.83 4.0 ng 364734 4 16.92 1816410 20.0
Eicosane 20.86 4.6 ng 439076 5 21.14 1895430 20.0
Tetracosane, 11-d... 21.72 4.3 ng 411702 5 21.14 1895430 20.0
7H-Furo[3,2-g]1[1]--. 21.75 4.1 ng 390846 5 21.14 1895430 20.0
Tetratriacontane 22 .65 12.5 ng 969422 6 23.30 1554590 20.0
17-Pentatriacontene 22.70 3.0 ng 234131 6 23.30 1554590 20.0
Heneicosane 23.19 4.8 ng 371393 6 23.30 1554590 20.0
Octacosane 23.79 5.0 ng 389514 6 23.30 1554590 20.0
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