LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 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-BG111318.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 3.757 76 80 87 rBv 27170 46763 1.47% 0.199%
2 5.167 315 320 327 rBV 45368 75197 2.36% 0.320%
3 5.626 391 398 408 rBV 952194 1602410 50.20% 6.824%
4 7.230 663 671 684 rBY 1020184 1913958 59.96% 8.151%
5 7.612 728 736 750 rBV 963658 1704522 53.40% 7.259%
6 8.082 809 816 824 rBV 147857 265828 8.33% 1.132%
7 8.405 864 871 884 rVB 674603 1234335 38.67% 5.257%
8 9.263 1009 1017 1025 rBV 601528 1121036 35.12% 4_.774%
9 10.902 1289 1296 1301 rBV 218952 419316 13.14% 1.786%
10 10.955 1301 1305 1314 rVB 179496 303160 9.50% 1.291%
11 12.277 1522 1530 1537 rBvV2 22278 38262 1.20% 0.163%
12 12.553 1569 1577 1584 rBV 94904 161378 5.06% 0.687%
13 12.770 1606 1614 1623 rVB 43218 72279 2.26% 0.308%
14 13.340 1702 1711 1720 rVB 1541059 2415717 75.68% 10.288%
15 13.505 1730 1739 1743 rBvV2 33681 54196 1.70% 0.231%
16 14.163 1842 1851 1856 rBvV 251430 374548 11.73% 1.595%
17 14.574 1917 1921 1928 rVB 42039 57444 1.80% 0.245%
18 14.721 1940 1946 1954 rVB2 365510 601226 18.84% 2.560%
19 15.520 2078 2082 2089 rVB 46958 67809 2.12% 0.289%
20 15.925 2140 2151 2156 rBV 17866 32696 1.02% 0.139%

21 16.207 2192 2199 2206 rBV 1223345 1909524 59.82% 8.132%
22 16.384 2223 2229 2238 rBV 54630 111608 3.50% 0.475%

23 17.177 2359 2364 2368 rBV 46497 59851 1.88% 0.255%
24 17.465 2406 2413 2425 rBV2 481487 776538 24.33% 3.307%
25 17.917 2485 2490 2495 rVB 43763 58245 1.82% 0.248%
26 18.323 2554 2559 2574 rBV 163804 329852 10.33% 1.405%
27 18.605 2603 2607 2611 rVB 41164 51297 1.61% 0.218%
28 19.233 2709 2714 2721 rBV2 48108 68536 2.15% 0.292%
29 19.592 2770 2775 2789 rBV 68980 147189 4.61% 0.627%
30 19.809 2808 2812 2815 rVB 36180 44485 1.39% 0.189%
31 20.068 2849 2856 2862 rBV 2328491 3191918 100.00% 13.593%
32 20.338 2896 2902 2906 rBV 37165 47417 1.49% 0.202%
33 20.831 2982 2986 2990 rBV2 39194 45689 1.43% 0.195%
34 21.343 3069 3073 3076 rBvV 49188 64936 2.03% 0.277%

8270-BG111318.M Thu Nov 15 12:01:12 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 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-BG111318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 21.419 3076 3086 3088 rBV 17935 48295 1.51% 0.206%

36 21.748 3135 3142 3150 rVB2 468705 803399 25.17% 3.421%
37 21.895 3161 3167 3174 rVB2 83847 127351 3.99% 0.542%
38 22.512 3265 3272 3279 rBV 137609 237011 7.43% 1.009%
39 23.217 3385 3392 3402 rVB 206370 405074 12.69% 1.725%
40 24.039 3523 3532 3542 rvB2 217071 503961 15.79% 2.146%

41 25.009 3686 3697 3701 rBV 206679 547816 17.16% 2.333%
42 25.062 3702 3706 3719 rVB2 266432 695360 21.79% 2.961%

43 26.166 3882 3894 3906 rBV3 126651 421217 13.20% 1.794%
44 27.553 4118 4130 4148 rBV4 55949 222925 6.98% 0.949%

Sum of corrected areas: 23481574
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111418\

BG038011.D

15 Nov 2018 00:13

JussJ

J5889-12

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG038011.D
2000000
1500000
7.23
1000000 5.63 7.61
8.40 0.26
500000
it
8.08
3.76 5.17 12 2!;2-55 77
O e I et e T e R e e e e e I e .,....,
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038011.D
20l07
2000000
13.34
1500000
16.21
1000000
17.46 21.75
500000 14.72
14.16
h 6.38 16,32 19231959 20.83 24134y [#1.89 2251
ooz | st tsiselte® ]| ;e s 1923959120 208 20 fiF )
Time--> 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. oo 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038011.D
2000000
1500000
1000000
500000
23.22 24.04 ) 2617
. 27.55
O L B e e
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Propylene Glycol Concentration Rank 12

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

3.76 3.52 ng 46763 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance &mn80@757mm)3ananlo(7®() m/z 45.00 100.00%
4l:
5000
200, | 610 340 360 380 400
O e e b b e e e e m/z 43.00 14 _.83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #940: Propylene Glycol
44.0
5000 SRR SR R R

3.40 3.60 3.80 4.00
m/z 61.00 7.06%

31.0
0 150 >5097 [ 390[| 5506L0 76.0
T u
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
SN S
3.40 3.60 3.80 4.00
5000 m/z 44.00  5.10%
. 190 30 390|| 550610 75.0
S o SN Y RN T PR s £
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1720: 4-Penten-2-ol e
45.0 3.40 3.60 3.80 4.00
m/z 46.00 3.22%
5000
. 150 210 3901 530500650710  gs0
N £ i S
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00

8270-BG111318.M Thu Nov 15 12:01:13 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.17 5.66 ng 75197 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 320 (5.167 min): BG038011.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SN LS LR AR
83.0 | 480 500 520 5.40 5.60
O e e s e e e e ey m/z 59.00 56.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A I L I B
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 18.18%
: 83.0
0 1 | T . .
S UL UL SURIL UL UL UL SULIL UL SULE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
59.0
480 500 520 540 560
5000 41.0 83.0 m/z 101.00 16.55%
31.0
101.0
‘ ‘ ‘ ‘ \‘M ‘M Il 69.0 Il 112'0
G S R U R I AL I LA IS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e e B
43.0 480 500 520 5.40 5.60
m/z 41.00 6.69%
5000
101.0
ol 180 30 || 589 90 g0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 3 unknown7.61 Concentration Rank 1

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

7.61 128.24 ng 1704520 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 736 (7.612 min): BG038011.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 I RS LS UL S
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 SO T 2 | m/z 68.00 43.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR RS R

7.20 7.40 7.60 7.80 8.00
m/z 133.90  33.42%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R REER R
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.96%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.16%
74.0
116.0
5000 98.0
SIS PO SN T Y-S0 0 AU | SN
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.52 2.26 ng 67809 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Heptadecane 240 C17H36 000629-78-7 78
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64

Abundance Scan 2082 (15.520 min): BG038011.D (-2078) (-) m/z 57.00 100.00%

57.0

5000

15.20 15.40 15.60 15.80

0 m/z 43.00 66.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0
5000 85.0 L B N
15.20 15.40 15.60 15.80
29.0 m/z 71.00 51.00%
. | 1 1130 1410 1690 1980
..w.”.“..,”.w.”.“.”,”.w.”.“.”,”...”.“.”,”
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
15.20 15.40 15.60 15.80
5000 m/z 84.95 34.11%
85.0
29.0
oLl M0 1410 1600 1960 2400
e s b o e AR R RS S s RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48844: Dodecane, 2-methyl-
43.0 15.20 15.40 15.60 15.80
m/z 41.00 25.33%
5000 71.0
cbo2s0 | | N0 0 o bl el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.38 2.87 ng 111608 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane 184 C13H28 000629-50-5 78
3 Undecane. 5.7-dimethvl- 184 C13H28 017312-83-3 72
4 Tridecane. 2.5-dimethvl- 212 C15H32 056292-66-1 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 2228 (16.378 min): BG038011.D (-2223) (-) m/z 56.95 100.00%

57.0
5000
85.0

13.0 16. OO 16 20 16. 40 16. 60
169.0 236.0 3317
0 ,1[1*,,,,, m/z 43.00 68.04%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 | BN LI L L LB L LB B
85.0 16.00 16.20 16.40 16.60
m/z 71.05 53.04%
270] | ) | M30 1550 197.0 2300 281.0 3230 _ 380.0
e L A e o e e e e e B LA E A B e e s o o S e
m/z--> 50 100 150 200 250 300 350
Abundance #48833: Tridecane
57.0
16.00 16.20 16.40 16.60
5000 650 m/z 84.95 33.40%
27,0
L L g0 gss oo
0 H.‘y.n.u,.... ,.... — T T
m/z--> 50 100 150 200 250 300 350
Abundance #48859: Undecane, 5,7-dimethyl-
43.0 16.00 16.20 16.40 16.60
m/z 41.00 24 .83%
5000 71.0
‘ 127.0
0 .W‘ J.k. L e B e e S B LS m R R e S S
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.32 8.50 ng 329852 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 2559 (18.323 min): BG038011.D (-2554) (-) m/z 73.00 100.00%
430 |, 73.0
5000
970 128.9 213.1
157.0 1851 256.1 18.00 18.20 18.40 18.60
0 m/z 60.00 91.09%
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 AR SRR AR B

18 00 18. 20 18. 40 18.60

83.0 0
1570 1g50 2130 256.0 m/z 43.00 85.61%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 73.48%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e Al E R L
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 66.67%
ol15.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.59 3.79 ng 147189 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 55
Abundance Scan 2775 (19.592 min): BG038011.D (-2770) (-) m/z 43.00 100.00%
43.0 | 73.0
5000 128.9
19,20 19.40 19.60 19.80 20.00
(o} m/z 72.95 98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0 NSRRI AR SR I
19.20 19.40 19.60 19.80 20.00
m/z 60.00 96 .59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 57.00 87.33%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R L R
60.0 19.20 19.40 19.60 19.80 20.00
m/z 55.00 76.20%
5000 129.0
83.0
J 157.0 1850 213.0 256.0
(o} e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19&0 1920 19%0 1580 2050
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.89 3.17 ng 127351 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3166 (21.889 min): BG038011.D (-3161) (-) m/z 57.00 100.00%
571.0
o \_A\__‘,‘
|99 0 21,60 21.80 22,00 22.20
1411 : : :
ol il R 1831 24792829 3548 “nsz 71.00  55.75%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
21.60 21.80 22.00 22.20
m/z 43.00 55.39%
2ol || %0 1410 1850 2100
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
21,60 21.80 22,00 22.20
5000 m/z 85.00 39.71%
99.0
27,00 || | [Ty, 1410 1830 2250 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 21.60 21.80 22.00 22.20
m/z 55.00 21.52%
5000
99.0
ol 1. j | 1| ; 2410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.51 5.90 ng 237011 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3272 (22.512 min): BG038011.D (-3265) (-) m/z 57.00 100.00%
5%.0
5000
99.0 NS R
1411 22.20 22.40 22.60 22.80
o...],.!.J.",.ﬂ.'..','...1.97,'0....,2?‘?9. | m/z 43.00 58.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 USRS
nmnmnmnm
99.0 m/z 71.00 55.44Y%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #129492: Eicosane
57.0
22120 22.40 22.60 22.80
5000 m/z 85.00 44 .58%
oL 20 L 1990 410 1830 2250 2620
m/z--> 50 160 1%0 200 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane R A BERERRESEEE T
57.0 nmnmnmnm
m/z 55.00 22.97%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.22 10.08 ng 405074 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3393 (23.223 min): BG038011.D (-3385) (-) m/z 57.00 100.00%

57.0
5000

99.0
11y 141.1 1831 2251 267.0 336.1

| | 23. OO 23. 20 23 40 23 60
o A m/z 71.00 57.54%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane /\
57.0
5000

23. OO 23. 20 23 40 23 60
m/z 43.00 55.44%

99.0
0 2ﬁ0| [ J | 4 }410 183.0 225.0 281.0  337.0 394.0
e T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
23.00 23. 20 23 40 23.60
5000 m/z 85.00 44 _30%
99.0
0 27,0 ] Ly 1410 183.0 225.0 2670 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R R ]
57.0 23. 00 23. 20 23 40 23 60

m/z 55.00 23 .86%

99.0
28.0 ] IJ{ U | }4}0‘ 1830 2250 267.0 309.0  365.0394.0 NNNRMANWM¢~/\\~$MMvaM_,

ol bl b L e e e S e R A TS Ror ST

m/z--> 50 100 150 200 250 300 350 23. 00 23. 20 23 40 23 60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .04 14.50 ng 503961 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3532 (24.039 min): BG038011.D (-3523) (-) m/z 57.00 100.00%

57.0
5000

9.0
23. 80 24, 00 24, 20 24 40

l 1410 183.1

ol LA Ly 2400 1831 2051 oeaoaos2 | St S o

T
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane

5000 L Ll R
23. 80 24. OO 24. 20 24 40

m/z 71.00 63.98%

99.0
o220l 14 l | 140 1830 22502540

ol e T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane

57.0

23.80 24. 00 24. 20 24.40

5000 m/z 85.00 46.11%
27,0 ‘990 0
0 | | [77°, 1410 1830 2250 267.0 3230  380.0
e T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e R RERE R T
57.0 23. 80 24. 00 24. 20 24 40

m/z 55.00 23.17%

99.0
28.0 ] IJ{ U | }4}0‘ 1830 2250 267.0 309.0 36503040 hﬁ,M,k~wwﬁNﬂ/\V,WMMWNM“ﬂ~

ol bl b L e e e S e S AR S

m/z--> 50 100 150 200 250 300 350 23. 80 24. 00 24. 20 24 40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038011.D

Aca On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample : J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27 .55 6.41 ng 222925 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 4130 (27.553 min): BG038011.D (-4118) (-) m/z 57.00 100.00%
141.0 2720 27.40 27.60 27.80
o! 928, 28l 3549 m/z 43.00 59.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 SRR BRI BRI UL
2720 27.40 27.60 27.80
99.0 m/z 71.00 55.62%
oloas L] p4r0 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 3%0 400 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.00 43.98%
99.0
oL L1 xi |, 1410 1830  *P0 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0 27.20 27.40 27.60 27.80
m/z 55.00 22 .34%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 ﬁo 200 250 300 350 400 ' 2720 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111418\
Data File : BG038011.D

Acq On : 15 Nov 2018 00:13

Operator : JU/SJ

Sample - J5889-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
Propylene Glycol 3.76 3.5 ng 46763 1 8.08 265828 20.0
2-Pentanone, 4-hy... 5.17 5.7 ng 75197 1 8.08 265828 20.0
unknown7 .61 7.61 128.2 ng 1704520 1 8.08 265828 20.0
Tetradecane 15.52 2.3 ng 67809 3 14.72 601226 20.0
Heptacosane 16.38 2.9 ng 111608 4 17.46 776538 20.0
n-Hexadecanoic acid 18.32 8.5 ng 329852 4 17.46 776538 20.0
Octadecanoic acid 19.59 3.8 ng 147189 4 17.46 776538 20.0
Heptadecane 21.89 3.2 ng 127351 5 21.75 803399 20.0
Heneicosane 22.51 5.9 ng 237011 5 21.75 803399 20.0
Octacosane 23.22 10.1 ng 405074 5 21.75 803399 20.0
Octadecane 24 .04 14.5 ng 503961 6 25.06 695360 20.0
2-methyloctacosane 27 .55 6.4 ng 222925 6 25.06 695360 20.0
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