LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

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-BG101818.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 5.633 393 399 410 rBV 431586 724316 20.63% 2.961%
2 7.237 665 672 684 rBV 295675 576636 16.42% 2.357%
3 7.619 729 737 746 rBV 797448 1409130 40.13% 5.761%
4 8.095 810 818 831 rVB 204459 363783 10.36% 1.487%
5 8.418 865 873 883 rBV 688639 1266896 36.08% 5.179%
6 9.270 1009 1018 1029 rBV 633639 1166770 33.22% 4_770%
7 10.915 1289 1298 1307 rBV 302536 576965 16.43% 2.359%
8 13.348 1700 1712 1722 rBV 1736975 2838127 80.82% 11.603%
9 14.170 1847 1852 1857 rBV 25671 36585 1.04% 0.150%
10 14.728 1940 1947 1955 rBV2 497302 842032 23.98% 3.442%

11 16.215 2193 2200 2214 rBV 1217560 1909508 54.37% 7.806%
12 17.472 2408 2414 2427 rBV 607561 969192 27.60% 3.962%
13 18.330 2555 2560 2573 rBV 225617 393035 11.19% 1.607%
14 19.599 2771 2776 2798 rBV 274051 495623 14.11% 2.026%
15 19.816 2809 2813 2817 rVB 36494 42750 1.22% 0.175%

16 20.075 2850 2857 2868 rBV 2592209 3511782 100.00% 14.357%
17 20.345 2898 2903 2908 rBV 108225 129402 3.68% 0.529%
18 20.839 2983 2987 2993 rVB 250013 307395 8.75% 1.257%
19 21.356 3070 3075 3082 rBV 386923 510627 14.54% 2.088%
20 21.755 3136 3143 3159 rVB2 544048 983442 28.00% 4._.020%

21 21.908 3163 3169 3176 rVB 470818 701832 19.99% 2.869%

22 22.290 3230 3234 3240 rVB2 28230 47082 1.34% 0.192%
23 22.525 3268 3274 3282 rBV 437353 753645 21.46% 3.081%
24 22.960 3344 3348 3354 rVB3 29345 54068 1.54% 0.221%
25 23.048 3359 3363 3369 rVB2 24910 41758 1.19% 0.171%
26 23.236 3388 3395 3404 rBvV 410754 806434 22.96% 3.297%
27 23.436 3425 3429 3437 rVB5 17528 36208 1.03% 0.148%
28 23.741 3477 3481 3488 rVB4 24526 45264 1.29% 0.185%
29 23.841 3491 3498 3504 rVB6 22614 54438 1.55% 0.223%

30 24.058 3526 3535 3545 rBvV 317246 742480 21.14% 3.035%

31 24.652 3633 3636 3643 rVB4 20610 38284 1.09% 0.157%
32 25.040 3691 3702 3706 rBV 265068 775860 22.09% 3.172%
33 26.197 3889 3899 3913 rVB3 162598 548172 15.61% 2.241%
34 27.596 4125 4137 4151 rVB3 101454 391446 11.15% 1.600%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 29.288 4412 4425 4440 rVB4 51842 232470 6.62% 0.950%

36 31.321 4759 4771 4785 rVB5 27653 137689 3.92% 0.563%

Sum of corrected areas: 24461126
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG037871.D

2500000

2000000

1500000

1000000
7.62
8.42

500000 5.63

7.24 10.92

8.09

R R Ea e e L L.

350 400 450 500 550 6.00 650 7.00 750 8.00 8.50
TIC: BG037871.D

9.00 9.50 10.00 10.

e e L o o B o
Time--> 50 11.00 11.50 12.00 12.50

Abundance
2500000

20,07

2000000
13.35

1500000
16.21

1000000

17.47 21 1691

14.73 21.36

500000 22.52

19.60
19.82

20.84
20.35

18.33

22.29

14.17

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: BG037871.D

0

Time-->
Abundance

2500000

2000000

1500000

1000000

500000f 23.24
24.06 25.04

26.20

29.29 31.32

230523.42234. 24.65

27.60
AN

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\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 77.47 ng 1409130 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 737 (7.619 min): BG037871.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 | 9.0 | 750 740 750 7ho 8b0
54.0 . . . ) .
et bl 780 | igso1168 N G800 42,470
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i e e % e 3
40 s30 /SN m/z 133.90  33.59%
| 79.0 :
..|....|....||.|...il....|.'.l.ll|..|.|.||'....|..I:. .1.0.7.0...|.'|....| AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.00 28.29%
63.0 81.0
31.0 101.0 112.0
"|""|“"'|"'?? ?'”'Nl'lll"h'il "?1'9"\“'1' SRASINAASIRARSEY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A RmE A L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.74%
117.0
5000
39.0 910
o | Sy @omo | wmo |||
\ n i \ \ m
m/z--> 20 30 40 50 60 70 80 9'0 1(')0 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.33 8.11 ng 393035 Phenanthrene-d10 17.47
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2560 (18.330 min): BG037871.D (-2555) (-) m/z 73.00 100.00%
43.0 | 73.0
97.0 213.1 SN Mo PO S
MD% 256.1 1800 18,20 18.40 1860
R L : m/z 60.00 99.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 AR AR B DU
mmmmmmmm
97.0 m/z 43.00 91.32%
L 1970 1850
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 85.62%
ol Wl .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 76.70%
5000 129.0
01 1
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\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.60 10.23 ng 495623 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2776 (19.599 min): BG037871.D (-2771) (-) m/z 43.00 100.00%
43.0 73.0
5000 129.0 W\L‘
J‘“ 97.0 185.0 2411 284.1 I LI L B B LB IR BN L
157.0 2131 . 19.20 19.40 19.60 19.80 20.00
e m/z 73.00 89.82%
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 INNRUAUVNE USRI
19.20 19.40 19.60 19.80 20.00
Tﬂ 2410 2840 m/z 59.95 88.62%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
19:20 19.40 19,60 19.80 20.00
5000 129.0 m/z 57.00 86.95%
83.0
J‘u' 157.0 185.0 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 19.20 19.40 19.60 19.80 20.00
43.0 m/z 55.00 79.16%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00

r
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.35 2.63 ng 129402 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91

Abundance Scan 2904 (20.351 min): BG037871.D (-2898) (-) m/z 57.00 100.00%

57.0
5000

99
20.00 20.20 20.40 20.60
l 141.0 1830 281.8
.-I..'ll".','. 2428 A8+ m/z 71.00 58.96%

m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L I
20.00 20.20 20.40 20.60
m/z 43.00 57 .38%
99.0
e ....,....,.... — T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
e ABEERE RS
20.00 20.20 20.40 20.60
5000 m/z 85.00 44.95%
99.0
27,0 | Ly, 1410 183 0 225.0 267.0 323.0 380.0
....,....,....,.... T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 20.00 20.20 20.40 20.60
m/z 55.00 24 _44%
5000
99.0
27,0 I Lo 1410 183.0 225.0 267.0 309.0338.0

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\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.36 10.38 ng 510627 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3076 (21.362 min): BG037871.D (-3070) (-) m/z 57.00 100.00%
57.0
5000 JL
| F? mlmmzﬁl 280.9 354.9 ﬁﬁﬁﬁﬁbﬁ&”'
S 0 0 i ML - = m/z 71.00 61.24%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- J\
43.0
5000 AU AR
85.0 21. 00 21 20 21.40 21.60
m/z 43.00 57.14%
ﬁ_fmf'l'“Jlﬂ" L U L B S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
21.00 21.20 21.40 21.60
5000 m/z 85.00 44 .03%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3%0
Abundance #194493: Hexacosane LI [ e
57.0 21.00 21.20 21.40 21.60
m/z 55.00 23.30%
5000
99.0
L i_]lg | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 5'0 1(')0 1&1;0 200 250 300 3&'30 ' 21. 00 21 20 21. 40 21|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.91 14.27 ng 701832 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3169 (21.908 min): BG037871.D (-3163) (-) m/z 57.00 100.00%
51.0
5000 J
21.60 21.80 22.00 22.20
141.1
) ,J. I .h doa 1831 2251 2671 3092 3550  “nsz 71.00  57.90%
m/z-> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000
21.60 21.80 22.00 22.20
m/z 43.00 57.42%
27,0{ | J ,g%o, 141.0 1830 225.0 267.0 323.0 380.0
m/z-> 0 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.00 40.80%
99.0
L “J‘ ;\ 1410 1830 2250 267.0 309.0  367.0
m/z-> 0 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57.0 21.60 21.80 22.00 22.20
m/z 55.00 22.79%
5000
99.0
270 M ||y 1410 1830 2250 267.0296.0

m/z--> 0 50 100 150 200 250 300 350 21. 60 21. 80 22. OO 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .53 15.33 ng 753645 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 91

Abundance Scan 3275 (22.531 min): BG037871.D (-3268) (-) m/z 57.00 100.00%

5000

22.20 22.40 22.60 22.80

141.1 183.1 .
253.1 295.1 355.0 m/z 43.00 55_96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000
22.20 22.40 22.60 22.80
0.0 m/z 71.00 55.82%
| 4 141.0 183.0 225.0 267.0 309.0  367.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0

22.20 22.40 22.60 22.80
5000 m/z 85.00 42 _80%

9.0
J || 141.0183.0 2250 267.0  338.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #141425:; Heneicosane
57.0 22.20 22.40 22.60 22.80
m/z 55.00 22 .88%
5000
9.0
15,9‘ 1 | ; 141.0183.0 225.0  296.0
BB e L L o B o o B o R e RBEEEEE T
m/z--> 0 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.20 14.13 ng 548172 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(l1l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3899 (26.197 min): BG037871.D (-3889) (-) m/z 57.00 100.00%
57.0
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
25.80 26.00 26.20 26.40 26.60

0
141.9 197.1 267.0 340.8

A 2D 1R 2670 3408 Tm/z 71.00 56.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 5.0
: 25.80 26.00 26.20 26.40 26.60

m/z 43.00 54 .55%

| 1370160.0 2250 29503370

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

25.80 26.00 26.20 26.40 26.60
m/z 85.00 43.61%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

25.80 26.00 26.20 26.40 26.60
m/z 55.00 19.58%

5000

141.0183.0225.0  296.0
A o A, A
miz-> 0 50 100 150 200 250 300 350 400 450 500 25.80 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 13 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27 .60 10.09 ng 391446 Perylene-d12 25.09
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 Octacosane 394 C28H58 000630-02-4 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 4138 (27.601 min): BG037871.D (-4125) (-) m/z 57.00 100.00%
o i~
99.0 27.20 27.40 27.60 27.80 28.00
141.0 . . . . .
192.8  248.9281.9 354.9 mn/z 71.00 62 49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
27.20 27.40 27.60 27.80 28.00
99.0 m/z 43.00 57.01%
L ] |l | § 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 15 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
27.20 27.40 27.60 27.80 28.00
5000 m/z 85.00 47 .24%
99.0
ey .J.ﬂ, L1400 PO momso
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane S L B B B
57.0 27.20 27.40 27.60 27.80 28.00
m/z 55.00 21.17%
5000
99.0
L] 1410 1830 2250 267.0 309.0 3510 437.0
m/z--> 50 100 15 200 250 300 350 400 ' 2720 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
29.29 5.99 ng 232470 Perylene-di12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 4425 (29.288 min): BG037871.D (-4412) (-) m/z 57.00 100.00%
5%.0
%90 1 29.00 29.20 29,40 29.60
41.1 208.9 266.8 : : :
S 76.9 3Ll m/z 71.00 65.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 BRUABNUABBABRURE
29. oo 29 20 29. 40 29. 60
99.0 m/z 43.00 51.44Y%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57.0
1 29.00 29.20 29,40 29.60
5000 m/z 85.00 44 .98%
99.0
Cl Ll 2o 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 '
Abundance #209566: Octacosane
57.0 29.00 29.20 29.40 29.60
m/z 55.00 25.77%
5000
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037871.D

Aca On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample : J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 1-Octadecanesulphonyl chloride Concentration Rank 14

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

31.32 3.55 ng 137689 Perylene-d12 25.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 72

2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 53

3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 53

4 Heptacosane 380 C27H56 000593-49-7 53

5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 4771 (31.321 min): BG037871.D (-4759) (-) m/z 57.05 100.00%

57.0
. 50 \M\»/\-/\/\

31 OO 31 20 31. 40 31 60
250.8 282.8 340.8
m/z 71.00 48 _.51%

m/z--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0

127.0 169.0197.0

5000 850 LELEN LI TTTT LELELILEN LB
: 31. OO 31 20 31. 40 31. 60
m/z 43.00 45_.03%
29 | 1) PEED. 4701750 288.0
—r I e e o e e e B B e s e
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
T
31.00 31.20 31.40 31.60
5000 85.0 m/z 85.00 41.49%
29'0‘ 141.0
T N
m/z--> 50 100 150 200 250 300 350
Abundance #48853: Dodecane, 3-methyl-
57.0 31.00 31.20 31.40 31.60
m/z 55.00 19.50%
5000
85.0
29.0
L] e 19904
—— 7T R e MR RE R
m/z--> 50 100 150 200 250 300 350 31. OO 31 20 31. 40 31. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110718\
Data File : BG037871.D

Acq On : 7 Nov 2018 18:42

Operator : JU/SJ

Sample - J5822-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown7 .62 7.62 77.5 ng 1409130 1 8.09 363783 20.0
n-Hexadecanoic acid 18.33 8.1 ng 393035 4 17.47 969192 20.0
Octadecanoic acid 19.60 10.2 ng 495623 4 17.47 969192 20.0
Pentadecane 20.35 2.6 ng 129402 5 21.76 983442 20.0
Octadecane, 2-met... 21.36 10.4 ng 510627 5 21.76 983442 20.0
Heptacosane 21.91 14.3 ng 701832 5 21.76 983442 20.0
Hexacosane 22 .53 15.3 ng 753645 5 21.76 983442 20.0
Heneicosane, 11-(... 26.20 14.1 ng 548172 6 25.09 775860 20.0
2-methyloctacosane 27.60 10.1 ng 391446 6 25.09 775860 20.0
Heneicosane 29.29 6.0 ng 232470 6 25.09 775860 20.0

6

1-Octadecanesulph... 31.32 3.5 ng 137689 25.09 775860 20.0
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