LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\

Data File : BF109153.D

Aca On : 19 Sep 2018 19:36 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J4771-03 NB-07-091818

ALS Vial : 15 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 F\METHODS\8270-BF091418 .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 3.125 133 134 145 rBVvV4 20027 47953 1.61% 0.175%
2 4.925 436 440 452 rVB 88297 118467 3.98% 0.432%
3 5.337 505 510 513 rBVY 2578032 2746173 92.20% 10.010%
4 6.360 679 684 695 rBY 2541169 2978335 100.00% 10.856%
5 6.495 702 707 710 rBY 2827194 2795275 93.85% 10.188%
6 6.725 742 746 749 rBV 939155 846537 28.42% 3.086%
7 6.878 768 772 776 rBVY 2558881 2306004 77 .43% 8.405%
8 7.283 835 841 844 rBVY 1829396 1719506 57.73% 6.267%
9 8.001 959 963 967 rBVY 1212552 982189 32.98% 3.580%
10 9.077 1142 1146 1149 rBV 3240711 2919310 98.02% 10.641%

11 9.472 1209 1213 1216 rBV 328281 279322 9.38% 1.018%
12 9.754 1257 1261 1264 rBV 1089364 976407 32.78% 3.559%
13 10.536 1390 1394 1397 rBV 1678105 1470045 49.36% 5.358%
14 11.230 1508 1512 1515 rBV 1004411 894510 30.03% 3.260%
15 12.813 1776 1781 1784 rBV 2699213 2390426 80.26% 8.713%

16 13.054 1816 1822 1826 rBV2 43172 48059 1.61% 0.175%
17 13.277 1854 1860 1862 rBV5 27247 32853 1.10% 0.120%
18 13.395 1877 1880 1883 rBV 52809 46374 1.56% 0.169%

19 13.724 1931 1936 1946 rBV 205993 297129 9.98% 1.083%
20 13.854 1954 1958 1962 rBV 1151624 973058 32.67% 3.547%

21 13.971 1974 1978 1981 rVB 58099 57538 1.93% 0.210%
22 14.036 1986 1989 2000 rvVv 98861 103945 3.49% 0.379%
23 14.342 2038 2041 2052 rBV 131686 137791 4.63% 0.502%
24 14.636 2088 2091 2099 rVB 147421 144613 4._86% 0.527%
25 14.771 2110 2114 2121 rBV 229766 227828 7.65% 0.830%

26 14.954 2141 2145 2148 rBV 170279 182006 6.11% 0.663%
27 14.983 2148 2150 2155 rVB2 52381 71047 2.39% 0.259%
28 15.259 2192 2197 2201 rBV 750719 849586 28.53% 3.097%
29 15.306 2201 2205 2210 rVB 137968 168219 5.65% 0.613%
30 15.495 2233 2237 2242 rVB4 37921 50580 1.70% 0.184%

31 15.712 2269 2274 2280 rBV 160026 227355 7.63% 0.829%
32 16.177 2347 2353 2365 rVB4 89950 185233 6.22% 0.675%
33 16.724 2440 2446 2453 rBV2 57045 110459 3.71% 0.403%
34 17.371 2551 2556 2562 rVB4 23811 51496 1.73% 0.188%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 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\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 27435628
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109153.D

3000000 6.50

5.34 6.36 6.88
2500000
2000000 7.28
1500000

1000000 6.72

500000

4.92
312 A L L L

s L ,
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF109153.D

3000000
12.81

2500000

2000000
10.54

1500000

8.00

9.75 11.23

1000000

500000

L ﬁ k 13.0513.28:°

0 —— ] T T T T T

[T T T T ™ T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109153.D

3000000

2500000

2000000

1500000

13.85
1000000

15.26

500000

13.7
16.18 16.72 17.37

ot b e
Time--> 13.50 14.00 14.50 15.00

T T
17.50 18.00

T I
15.50 16.00 16.50 17.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 10

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

4.92 2.80 ng 118467 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 439 (4.919 min): BF109153.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T T T T T T T
| 83.0 | 4.60 4.80 5.00 5.20
oSN 1O | e A m/z 59.10 55.79%
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
5000 L N L LI R
59.0 460 480 500 520
0,
150 41, 1010 m/z 101.10 20.04%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 14 _.33%
101.0
oL 150 310 [ 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e ma
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.18%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520

8270-BF091418_.M Thu Sep 20 11:30:51 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.50 Concentration Rank 1

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

6.50 66.04 ng 2795280 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF109153.D (-702) (-) m/z 132.00 100.00%
13%.0
5000
68.1
96.1 el el 680 6RO
400 540 6.20 6.40 6.60 6.80
0 ..,....,....,.'...,.:..,..In.',..7.8.?....,..!.,’n?‘?.?....,....,"...,.. m/z 134.00 34.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
13%.0
5000 LSS NEARE BUERE LR R
63.0 81.0 6.|20 G.L‘.O 6.%0 6.|80 '
m/z 68.10 30.67%
31.0 50.0 1010101120
O 1 L R o e IRV M SNt MM | N
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
RN RARAERAASERARRS
6.20 6.40 6.60 6.80
5000 m/z 66.00 19.33%
63.0 81.0
31.0 50.0 ‘ 10‘1011‘20 |
LT e L
mz> 20 30 40 80 80 70 80 9 100 110 130 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 11.77%
117.0
5000
39.0 91.0
Zro 7| %0 @0 mo | wso | |
0::|||‘|||||||||‘|‘||||||||||||||||||||‘|‘|||||l|||l‘ R s L S —
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 120 150 140 6.|20 G.L‘.O 6.%0 6.|80 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.11 ng 297129 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 76
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 76
Abundance Scan 1935 (13.718 min): BF109153.D (-1931) (-) m/z 57.05 100.00%
57.0

83.1

55

5000
13.40 13.60 13.80 14.00
182.2 207.0
o 28101 "m/z 43.05 83.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
5000 LA L L L L L LB L |
13.40 13.60 13.80 14.00
29.0 . m/z 55.05 64 .69%
0 || . || 110 1390 196.0 224.0 269.0
I AREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
L B e o
13.40 13.60 13.80 14.00
5000 m/z 83.10 63.93%
29.0
e ol ”.q.”......”...“ I aaaamaaEE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester AR R an B e A
43.0 13.40 13.60 13.80 14.00
0
21.0 m/z 71.05 63.01%
5000
125.0
ol o 1550 183.0  224.0 2530
e R REEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .04 2.14 ng 103945 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1990 (14.042 min): BF109153.D (-1986) (-) m/z 57.05 100.00%

57.0
5000 kv~WA

99.1 el
1411 1910 081 1 13.80 14.00 14.20 14.40

0....|,-.-."|" T £ m/z 71.10 80.08%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

5000 LA L L L L LB
13.80 14.00 14.20 14.40
99.0 m/z 43.05 63.89%
Ozmlljijmlmonmzmw%o
e , e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
51.0
e e
13.80 14.00 14.20 14.40
5000 m/z 85.10 52.95%
99.0
o 2700 | || )y, 1AL 0 183. 0 2250 281.0  337.0  394.0
e E e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e e A Aan
57.0 13.80 14.00 14.20 14.40
m/z 41.00 23.86%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
e e B S
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.40 ng 144613 Perylene-di12 15.26
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 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2092 (14.642 min): BF109153.D (-2088) (-) m/z 57.05 100.00%
57.0
5000
%0 " 14:40 14:60 14.80 15.00
169.1 - - - -
Y 'l| L300 2210 80 m/z 71.05 71.62%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L S BRI SURBU I
14.40 14.60 14.80 15.00
m/z 43.10 63.15%
Ozpr ﬂ Mwlwonmzmom% 380.0
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #194493: Hexacosane
57.0
' 14.40 14.:60 14,80 15.00
5000 m/z 85.05 57 .15%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane B E ke B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 22 .69%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Oxirane, heptadecyl- Concentration Rank 4

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

14.77 5.36 ng 227828 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2114 (14.771 min): BF109153.D (-2110) (-) m/z 57.10 100.00%

57.1
96.0
5000
152.1179.1 . 14.40 14.60 14.80 15.00
ol Il'l honP12080 2671 36220 07 82.10  94.31%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecy!-
43.0 820

5000
14.40 14.60 14.80 15.00

10.0 m/z 43.10 90.21%
“ 138-0166.0104.0 236.0264.0

0 e o e L I e e e e I B
m/z--> 50 10 150 200 250 300 350
Abundance #94324: Oxirane, tetradecyl-

4110  82.0
R e e N REERE
14.40 14.60 14.80 15.00
5000 m/z 96.05 66.58%
09.0
138.0

oL AL L R0 e 20
m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal T T T

.0 14.40 14.60 14.80 15.00
m/z 55.05 64.42%

5000

09.0
|| 1370266.0104.0222020.0
I T

Il

10 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.71 5.35 ng 227355 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2274 (15.712 min): BF109153.D (-2269) (-) m/z 57.10 100.00%
57.1
5000
e 1540 15,60 15,80 1600
141.1 : : : :
ol g .].l|, Liya f832 292 2880 ' m/z 71.10 79.43%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 R SRR SRR SRR
1540 15.60 15.80 16.00
99.0 m/z 43.05 61.68%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 56.14%
99.0
OZW.JJJJMW1%°”“2%M%O
m/z--> 50 100 150 200 250 300 350 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e B EER R EaEE
43.0 15.40 15.60 15.80 16.00
m/z 55.10 23.27%
5000 85.0
oLl J| f2r9 1690 22502550 295.0 3370
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.
16.18 4.36 ng 185233 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2354 (16.183 min): BF109153.D (-2347) (-) m/z 57.10 100.00%
51.1
T 1590 1600 160 1640 1660
183.1 - : : : -
o...l,J ll “ Lo ot 2312820 Tm/z 71.10  79.41%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 AU BRRRR
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 43.00 58.09%
o2 l| L ,141 -0 1830 2250 2810  337.0  394.0
m/z--> §0 100 1éo 260 2éo 360 3éo '
Abundance #175558: Tetracosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 56.24Y%
99.0
o ‘ ‘ I} k\ | r”lo 1830 2250 267.0 300.03380
m/z--> §0 100 150 260 2éo 360 3éo '
Abundance #194494: Hexacosane BRI B B AL L B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 99.10 21.66%
5000
0270l | i ’ x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 200 250 360 3éo ' 15.80 16.00 16.20 16.40 16.60

8270-BF091418_.M Thu Sep 20 11:30:56 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109153.D

Aca On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.60 ng 110459 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2445 (16.718 min): BF109153.D (-2440) (-) m/z 57.10 100.00%
57.1
5000 Jw
99.1 e
wll 179.1211.2 16.40 16.60 16.80 17.00
Ouuu'ulu‘u'u i 'Il"'l"'"'|'|'|'|||||||||||||||||||||| m/z 71_05 80_44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 LI BRI BULLILS UL SULLE
16 40 16. 60 16. 80 17.00
1130 m/z 43.05 67 .52%
oL A LT, 1830 2sa0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
16.40 16,60 16.80 17.00
5000 m/z 85.05 56.53%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #124147: 2-Bromotetradecane I e B REREE T
57.0 16.40 16.60 16.80 17.00
m/z 99.10 25.55%
5000
99.0
L O e
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091918\
Data File : BF109153.D

Acq On : 19 Sep 2018 19:36

Operator : JU/SJ

Sample : J4771-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 2.8 ng 118467 1 6.72 846537 20.0
unknown6 .50 6.50 66.0 ng 2795280 1 6.72 846537 20.0
Oxalic acid, isob... 13.72 6.1 ng 297129 5 13.85 973058 20.0
Heneicosane 14.04 2.1 ng 103945 5 13.85 973058 20.0
Heptacosane 14_.64 3.4 ng 144613 6 15.26 849586 20.0
Oxirane, heptadecyl- 14.77 5.4 ng 227828 6 15.26 849586 20.0
2-methyloctacosane 15.71 5.3 ng 227355 6 15.26 849586 20.0
Octacosane 16.18 4.4 ng 185233 6 15.26 849586 20.0
Hexadecane, 2,6,1... 16.72 2.6 ng 110459 6 15.26 849586 20.0
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