LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 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:\HPCHEM1I\BNA F\METHODS\8270-BF041516.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 2.190 7 9 21 rVB 316085 547568 6.85% 0.691%
2 5.093 260 263 270 rVB 369814 508132 6.36% 0.642%
3 5.493 294 298 300 rBVY 6277147 7495154 93.78% 9.463%
4 6.522 384 388 390 rBY 5172350 7992646 100.00% 10.091%
5 6.659 396 400 402 rBVY 5630183 7509540 93.96% 9.481%
6 6.887 417 420 422 rBV 2531685 2219434 27.77% 2.802%
7 7.047 431 434 436 rBV 4823936 5716308 71.52% 7.217%
8 7.447 466 469 471 rBV 4103318 4762148 59.58% 6.012%
9 7.493 471 473 474 rVvV 119851 117328 1.47% 0.148%
10 7.527 474 476 479 rVB 90997 111174 1.39% 0.140%

11 8.168 530 532 534 rBV 2460201 2837241 35.50% 3.582%
12 9.253 623 627 629 rBV 6660712 7621394 95.36% 9.622%
13 9.642 659 661 663 rBV 1119022 950592 11.89% 1.200%
14 9.859 678 680 683 rBvV 186055 173890 2.18% 0.220%
15 9.928 683 686 688 rvB 3337809 3255049 40.73% 4_.110%

16 10.259 713 715 717 rBV 133503 132160 1.65% 0.167%
17 10.362 722 724 726 rVB 455198 359423 4 _50% 0.454%
18 10.579 740 743 746 rBV 129332 265437 3.32% 0.335%
19 10.716 752 755 757 rBV 3800778 4663404 58.35% 5.888%
20 10.831 764 765 772 rVB 330382 491004 6.14% 0.620%

21 11.025 780 782 784 rBV2 51373 84552 1.06% 0.107%
22 11.276 802 804 806 rBvV 135776 198229 2.48% 0.250%
23 11.414 813 816 818 rBV 2510405 3171633 39.68% 4.004%
24 11.939 860 862 864 rBvV 435322 432530 5.41% 0.546%
25 12.614 918 921 923 rBV 62053 83731 1.05% 0.106%

26 12.819 936 939 942 rBV2 214285 290232 3.63% 0.366%
27 12.899 942 946 948 rVB2 90192 132433 1.66% 0.167%
28 13.002 951 955 957 rBV 5043497 6724508 84.13% 8.490%
29 13.208 971 973 974 rBV 59245 82957 1.04% 0.105%
30 13.231 974 975 977 rVB 116770 93346 1.17% 0.118%

31 13.471 992 996 999 rBV2 56265 101807 1.27% 0.129%
32 13.528 999 1001 1003 rBV2 110680 160292 2.01% 0.202%
33 13.574 1003 1005 1006 rVB 156131 136103 1.70% 0.172%
34 13.894 1030 1033 1043 rBV 1935305 2368694 29.64% 2.991%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 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:\HPCHEM1I\BNA F\METHODS\8270-BF041516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.042 1043 1046 1048 rBV 2722949 2756733 34.49% 3.481%

36 14.214 1059 1061 1064 rBV 227190 237625 2.97% 0.300%
37 14.522 1086 1088 1094 rBV 365810 472712 5.91% 0.597%
38 14.820 1110 1114 1118 rBV2 137066 281148 3.52% 0.355%
39 14.900 1119 1121 1124 rVB 89075 99604 1.25% 0.126%
40 14.968 1124 1127 1129 rBV2 65701 90403 1.13% 0.114%

41 15.151 1141 1143 1148 rBV2 175939 329478 4.12% 0.416%
42 15.471 1168 1171 1174 rBV 1329928 2080123 26.03% 2.626%
43 15.528 1174 1176 1180 rVB 94303 143332 1.79% 0.181%
44 15.951 1210 1213 1214 rBVY 124684 208216 2.61% 0.263%
45 15.985 1214 1216 1222 rVB 173455 345824 4_.33% 0.437%

46 16.431 1253 1255 1259 rVB2 39327 82683 1.03% 0.104%
47 17.014 1303 1306 1309 rBV 42960 104956 1.31% 0.133%
48 17.460 1342 1345 1350 rBV5 74800 181977 2.28% 0.230%

Sum of corrected areas: 79204887
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF041816\

BF086278.D

18 Apr 2016 13:26

UM/SsJ

H2471-12

73 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF041516.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
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Time-->

T
2.50

3.00

3.50

4.00

4.50

5.50

I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.19 4.93 ng 547568 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 14
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 9 (2.190 min): BF086278.D (-7) (-) m/z 75.10 100.00%
79.1
5000 450 j\
A
2.20 2.30 2.40 2.50 2.60
o....,....I,‘-'.|..“?-9,'1..-.-:,....1?:?'.1..,....,....,....,.. m/z 73.05 75.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000
45.0 2.20 2.30 2.40 2.50 2.60
310“ m/z 45.05 36.05%
15.0
ol 250l ,w\ 90--‘iw.?‘9'9-1?:?'9--.----.----.----.--
m/z--> 20 80 100 120 140 160 180
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 28.76%
45.0
27.0
0 50.0 89.0 107.0121.0135.0 179.0
LN S UL UL FUEL LA DAL WL AR UARLELEN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4342: Pentane, 3-methoxy- A BARENEE S
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.10 17.79%
5000
45.0
29 ‘ \\J\“\~‘~\«___N_-_
07 'h""ﬁt "%glq T '%O}'O"' [Trrr[rrr T HUAS AR U IR IR U
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.09 4_.58 ng 508132 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 263 (5.093 min): BF086278.D (-260) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R
| 83.1 | 4.80 5.00 5.20 5.40
L m/z 59.10 54 _.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U R TR
480 5.00 5.20 5.40
59.0 m/z 101.10 20.65%
0 27\9\ Ll : ‘ 71.0 83'0 1‘0%.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 17.75%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methy!- e
59.0 480 5.00 5.20 5.40
m/z 41.10 7.93%
5000
43.0
0 l, L0 830 980 123.0 141.0 159.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 5 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.36 2.21 ng 359423 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptadecane 240 C17H36 000629-78-7 83
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64

Abundance Scan 724 (10.362 min): BF086278.D (-722) (-) m/z 57.15 100.00%

57.1
5000 85.2

10.00 10.20 10.40 10.60

38 | 1132 1412 1692

ol 8 A 0 T 2 1692 m/z 43.10 63.95%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane
57.0
5000 LA L L N L L L L LB B
85.0 10.00 10.20 10.40 10.60
90,0 m/z 71.15  54_44%
0 | ‘ 1180 1410 1600 197.0 226.0
S N SR i S A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
85.0 10.00 10.20 10.40 10.60
5000 m/z 85.15 42.01%
29.0
. 130 1410 1600 1970 240.0
e S e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73991: Dodecane, 2-methyl-6-propy!-
57.0 10.00 10.20 10.40 10.60
m/z 41.10 28.92%
5000 85.0
140.0
o 2 MO 10 a0s02260 e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.10 ng 491004 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Eicosane 282 C20H42 000112-95-8 72
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 765 (10.831 min): BF086278.D (-764) (-) m/z 57.10 100.00%

57.1

5000 85.2 L—_/\/\A/[\‘AN__/\«

113.2 10,60 10.80 11.00 11.20
I d 141.1 169.2 197.1 331.8 13 10 69 47%

eyl b e T T R e e /z

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

Abundance #136481: Tetracosane M’J\M\J
57.0

o

5000 850 LA L L LB L B B
- 10.60 10.80 11.00 11.20
29.0 m/z 71.20 65.00%
o L] “ |, 1130141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
T 7 T o T T [ e e e e e e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
g T L
10.60 10.80 11.00 11.20
5000 m/z 85.20 38.67%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73991: Dodecane, 2-methyl-6-propyl- e e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 30.11%
5000 85.0

140.0
182.0
Ll | o | 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.60 10 80 11. 00 11. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.73 ng 432530 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 25
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 18
Abundance Scan 862 (11.939 min): BF086278.D (-860) (-) m/z 73.10 100.00%
431 731
5000
129.1
972 ryrrrryrivrryrrrryrrrT ol
| 157.2 1852 2133 256.3 1160 11.80 12.00 1220
Ol m/z 43.10 83.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 S DU DU UL RO B
129.0 nmnmnmnm
97.0 o , m/z 60.10 82.54%
.0 185.0
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl ||‘| RRSE |‘| . |‘| ST |“| ”2'353'(?'”" —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 70 .94%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R e EEE e e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 58.85%
5000 129.0
97.0 199.0 242.0
0||||||||||| \\‘\ H\IIIIIIIIE‘?OI‘OI”‘III\I |||||||||||| LA A Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 8 Hexadecanoic acid, 1,1-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.11 ng 290232 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 55
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 47
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 43
4 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 30
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 22
Abundance Scan 939 (12.819 min): BF086278.D (-936) (-) m/z 56.10 100.00%
56.1
185.1
5000

12.40 12.60 12.80 13.00 13.20

0 m/z 57.10 64 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LANLINLIL B L B L LB L B
29.0 12,40 12.60 12.80 13.00 13.20
2.0 129 m/z 185.10 60.88%
257.0
0 ‘ h “‘ \‘H\ [ 157.0 185.0 213.0 ] ] 281.0 312.0
bt .”.”.qu”.”..”.””.”..”.un.n.vnq””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
b R B mas pe
12.40 12.60 12.80 13.00 13.20
5000 m/z 129.05 52.02%
280 257.0
129.0 .
. B30 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93162: Hexanedioic acid, bis(2-methylpropyl) ester
129.0 12.40 12.60 12.80 13.00 13.20
m/z 41.10 45 .06%
57.0 185.0
5000 29.0
101.
‘ { ‘ 156.0
Obrrrrrebrelbrebrrte bbb 2880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 9 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.89 17.18 ng 2368690 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1033 (13.894 min): BF086278.D (-1030) (-) m/z 57.10 100.00%
57.1 83.2
5000 {
13.60 13.80 14.00 14.20
o 168.2 196.3 224.2 252.4 280.4 n/z 83.15 94 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 L B UL SULLL S
13.60 13.80 14.00 14.20
29.0 m/z 97.15 86.38%
ok 1 1L 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
13.60 13.80 14.00 14.20
5000 1110 m/z 55.10 86.19%
29.0
o 139.0 1680  210.0 238.0 2660 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane e EERERERREEE AR
13.60 13.80 14.00 14.20
m/z 43.10 85.42%
5000
1390 1820 210.0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 10 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.43 ng 472712 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Nonadecane 268 C19H40 000629-92-5 68
4 Eicosane 282 C20H42 000112-95-8 68
5 Octadecane 254 C18H38 000593-45-3 62

Abundance Scan 1088 (14.522 min): BF086278.D (-1086) (-) m/z 57.10 100.00%

517.1
5000

2 14.20 14.40 14.60 14.80
169.2 : : : :
O b Ly 2002 2402 sl sors o m/z 71.15 68.06%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82608: Heptadecane
57.0
5000 TT [T T I T[T T T T[T T T T[T TTT]

14.20 14.40 14.60 14.80
m/z 43.10 65.25%

\uHﬂ 77 169.0 240.0

(oL D 5 A AL LM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
e L B e
14.20 14.40 14.60 14.80
5000 m/z 85.20 49.17%
111.0 169.0
o 225.0 281.0 337.0 393.0 463.0 519.0 575.0
T A T e T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane AR EEE et
57.0 14.20 14.40 14.60 14.80
m/z 55.10 32.98%
5000

1130 1600 268.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14. 60 14.80

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.70 ng 281148 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
3 Nonacosane 408 C29H60 000630-03-5 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1114 (14.820 min): BF086278.D (-1110) (-) m/z 57.10 100.00%
57.1
. M
VL2 1002 07s s sz s 1440 1460 1480 15,00 162
(oL RN N 150 OV S et A e m/z 71.10 69.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57.0
5000 LA R SR SN B
14.40 14.60 14.80 15.00 15.20
99.0 m/z 43.10 65.46%
o270 | | |17 1410 1830 2250 267.0 3100
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.15 51.81%
113.0
027-0 1690 5110 2670
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance #158131: Nonacosane AR e et
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 24 . 47%
5000
99.0
027‘01 | | ||, 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> éo 160 1%0 260 250 300 350 460 14%0 1460 14%0 1§oo 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.15 3.17 ng 329478 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 1143 (15.151 min): BF086278.D (-1141) (-) m/z 57.10 100.00%

57.1
5000 85.2

113.2 14.80 15.00 15.20 15.40
1412 183.2 249.1
o...,....,|'...|,.:"..,'.'...JI,..&'.,.'...,...~.,.... et Al 288l . m/z 71.15 68.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L L L L LB L L B
14.80 15.00 15.20 15.40
m/z 43.10 56.08%
29.0 113.0
oL I Ly 7T 1410 1600 197.0 2250 2580 296.0
R o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
I
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.20 50.21%

29.0

113.0 210.0
141.0 189.0 239.0 266.0  309.0

F

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

Abundance #107652: Eicosane e

57.0 14.80 15.00 15.20 15.40
m/z 99.10 17.71%

5000
85.0
29.0
0 Lol ) 1180 1410 169.0 282.0

T T T e e T R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.00 ng 208216 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1213 (15.951 min): BF086278.D (-1210) (-) m/z 57.10 100.00%
57.1
22 15.60 15.80 16.00 16.20
411 207.1 ) : : : :
o L1l .'.||, | AL 17612071 25322831 412 0 s 71.10  79.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147095: Eicosane, 7-hexyl-
57.0
5000 A IR SR R
1560 15.80 16.00 16,20
99.0 m/z 85.15 59.55%
ol “\ LAy 1410 7820 2950 2810 3220
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.10 55.19%
99.0
0270 141.0 183.0 2250 267.0 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, g-OCtyl- LA L L L L L L B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 20.45%
l -0 239.0
ol JMH?MQBM 269.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 400 1560 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041816\
Data File : BF086278.D

Aca On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 1-Heptadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.33 ng 345824 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 87
2 1-Docosene 308 C22H44 001599-67-3 74
3 1-Octadecanol 270 C18H380 000112-92-5 70
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 62
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 1216 (15.985 min): BF086278.D (-1214) (-) m/z 83.10 100.00%
57.1,°7
5000
LRI ORI SN BN B
181.2 239 2 15.60 15.80 16.00 16.20 16.40
- Ju, . a13 100 2681 30 sz 97.20  96.36%
m/z--> 50 100 150 200 250 300
Abundance #92320: 1-Heptadecanol
55.0 g3
5000 LRI ORI SN BN B
111.0 15.60 15.80 16.00 16.20 16.40
23.0 m/z 69.10 84.49%
ol u\,\ I AL | [90s0 2100280
m/z--> 50 100 150 200 250 300
Abundance
55.0
97.0 15.60 15.80 16.00 16,20 16.40
5000 m/z 57.10 80.55%
29.0
125.0
o 153.0181.0 308.0
m/z--> 50 100 150 200 250 300
Abundance #100813: 1-Octadecanol A BA R B
430/ 83.0 15.60 15.80 16.00 16.20 16.40
m/z 43.10 78 .56%
5000 111.0
0 L‘ i b Il Jﬂ3?.0\\16§'0.196'0 22‘\1'0 252'0
m/z--> 50 100 150 200 250 300 ' 1560 15.80 16.00 16.20 16.40

8270-BF041516.M Tue Apr 19 16:06:38 2016 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041816\
Data File : BF086278.D

Acq On : 18 Apr 2016 13:26

Operator : UM/SJ

Sample : H2471-12

Misc :

ALS Vial : 73 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,l1-dime... 2.19 4.9 ng 547568 1 6.89 2219430 20.0
2-Pentanone, 4-hy... 5.09 4.6 ng 508132 1 6.89 2219430 20.0
Hexadecane 10.36 2.2 ng 359423 3 9.93 3255050 20.0
Tetracosane 10.83 3.1 ng 491004 4 11.41 3171630 20.0
n-Hexadecanoic acid 11.94 2.7 ng 432530 4 11.41 3171630 20.0
Hexadecanoic acid... 12.82 2.1 ng 290232 5 14.04 2756730 20.0
5-Eicosene, (E)- 13.89 17.2 ng 2368690 5 14.04 2756730 20.0
Heptadecane 14.52 3.4 ng 472712 5 14.04 2756730 20.0
Docosane 14.82 2.7 ng 281148 6 15.48 2080120 20.0
Heneicosane 15.15 3.2 ng 329478 6 15.48 2080120 20.0
Eicosane, 7-hexyl- 15.95 2.0 ng 208216 6 15.48 2080120 20.0
1-Heptadecanol 15.99 3.3 ng 345824 6 15.48 2080120 20.0
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