LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.898 475 478 486 rBV 45116 60943 2.97% 0.310%
2 5.328 547 551 573 rBVY 1347888 1530814 74.71% 7.793%
3 6.351 721 725 736 rBVY 1414669 1659879 81.01% 8.450%
4 6.475 742 746 762 rVB 1770839 1698760 82.91% 8.648%
5 6.698 781 784 792 rBV 503574 544371 26.57% 2.771%
6 6.857 807 811 820 rBVY 1525108 1346160 65.70% 6.853%
7 7.263 876 880 893 rBY 1003152 1078708 52.65% 5.491%
8 7.981 998 1002 1018 rBV 737599 728470 35.55% 3.708%
9 9.057 1180 1185 1201 rBVY 2291814 2048983 100.00% 10.431%
10 9.451 1248 1252 1259 rBV 82900 88964 4.34% 0.453%

11 9.728 1296 1299 1309 rBV 760707 734002 35.82% 3.737%
12 10.392 1409 1412 1418 rBV 79429 100406 4_90% 0.511%
13 10.516 1429 1433 1438 rBV 961212 984085 48.03% 5.010%
14 10.604 1446 1448 1452 rBV2 50312 53674 2.62% 0.273%
15 10.657 1454 1457 1463 rVB 247238 252174 12.31% 1.284%

16 11.122 1533 1536 1540 rBV 572624 572791 27.95% 2.916%
17 11.210 1548 1551 1554 rBV 520510 481218 23.49% 2.450%
18 11.474 1593 1596 1599 rBvV2 318750 358027 17.47% 1.823%
19 12.280 1730 1733 1738 rVB 1040411 1049353 51.21% 5.342%
20 12.804 1819 1822 1826 rBV2 1126761 1250254 61.02% 6.365%

21 14.615 2128 2130 2133 rVB 296516 237728 11.60% 1.210%
22 14.927 2180 2183 2186 rVB 413458 445778 21.76% 2.269%
23 15.251 2234 2238 2240 rBV 389226 519024 25.33% 2.642%
24 15.274 2240 2242 2247 rVB 445910 485556 23.70% 2.472%
25 15.668 2305 2309 2315 rVB 309390 440458 21.50% 2.242%

26 16.127 2382 2387 2399 rVB3 185485 401540 19.60% 2.044%
27 16.357 2423 2426 2437 rVB 87484 150493 7.34% 0.766%

28 16.662 2474 2478 2485 rVB2 71735 134320 6.56% 0.684%
29 16.851 2505 2510 2519 rVB 95634 206706 10.09% 1.052%

Sum of corrected areas: 19643639
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\

BF109620.D
5 Oct 2018 20:35
JussJ
J5179-05
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF109620.D

6.47

5.33 6.35]
6.7
4.90 l

0

0

Time-->

5.00 5.50

T
2.50

3.00

3.50

4.00

4.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF109620.D

9.06

9.45

A

Time-->

11.00 11.50 12.00 12.50

8.50 9.00 9.50

10.00 10.50

13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF109620.D

.13
16.36

Time-->

17.00

14.50 15.00 15.50 16.00 16.50

17.50 18.00 18.50

19.00

19.50

8270-BF092218.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15

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

4.90 2.24 ng 60943 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 478 (4.898 min): BF109620.D (-475) (-) m/z 43.00 100.00%
a3
59
5000
101 A ARRE AR RN R
| 83 4.60 4.80 5.00 5.20
Ol e e e e e e e || M/z 59.10  56.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RS SRR SRR SRS S
4.60 4.80 5.00 5.20
59 m/z 101.00 21.69%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 500 520
5000 m/z 58.00 16.61%
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20
m/z 41.00 11.02%
5000
55
o 20 37| a9 | 65 71 77 83 %
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 62.41 ng 1698760 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109620.D (-742) (-) m/z 132.00 100.00%
32
5000 68
6
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
o [ .61'.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 45.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
2 78 m/z 134.00 31.52%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.98%
33 a4 97 105
0 |50 e | | us |
s 1 % % A w8 % 10 110 135 1% 1%
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 19.20%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.39 2.74 ng 100406 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Heptadecane 240 C17H36 000629-78-7 78
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 64
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 1412 (10.392 min): BF109620.D (-1409) (-) m/z 57.10 100.00%
57

71

5000

23

99 113 10.00 10.20 10.40 10.60 10.80

127141155169183 207221

0 m/z 71.10 59.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 LA L L L L L L L LB

10 00 10. 20 10 40 10. 60 10. 80
29 85 m/z 43.10 49.23%

99
| | | f 1}3127141155169183197211225239254

0 IIII||III e S B T e e
m/z--> 2|0 4IO 6|0 8IO l(l)O 120 140 160 180 200 220 240 260 ZEIiO
Abundance #94345: Heptadecane
5[7
43 AU DA U N
71 10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 29.09%

29 o
Ty 1}3127141155169133197211 240

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

o
[e0]
a1

Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl- T T
57 71 10.00 10.20 10.40 10.60 10.80

m/z 41.10 24 . 77%

43
5000 P
113
29 99 127
ob ‘ ‘ I A | = 1411551?91§3197211225239253267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 Silane, trichlorodocosyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.23 ng 53674 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorodocosvl- 442 C22H45CI3Si 007325-84-0 58
2 l-Hexadecanol. 3.7.11.15-tetrame... 298 C20H420 000645-72-7 58
3 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 58
4 Cvclotetradecane 196 C14H28 000295-17-0 46
5 1-Tetradecene 196 C14H28 001120-36-1 41
Abundance Scan 1447 (10.598 min): BF109620.D (-1446) (-) m/z 57.10 100.00%
g7
5000 & 125 A,’~IJ~ﬂvv_/ﬂkAx,»JJkr’/M”
222 I I I I I
48 192 RSN BN SURRALN SRR BN
10.20 10.40 10.60 10.80 11.00
0..|.,-. oL 3 Tw/z 55.05 86.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl-
43
5000 VLA ALY
71 10,20 1040 10.60 10.80 11.00
m/z 41.10 82 .53%
0 M | 125 154 196 224 266 294 398 442
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #143263: 1-Hexadecanol, 3,7,11,15-tetramethyl-
57
10.20 10.40 10.60 10.80 11.00
5000 83 m/z 43.10 66 .25%
125
29
ol b i l |154 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #203491: Oxalic acid, cyclobutyl heptadecy! ester A EEEEE B
55 10.20 10.40 10.60 10.80 11.00
m/z 69.10 54 .49%
5000
29 8 11
S G N R ) b
m/z--> 50 100 150 200 250 300 350 400 10,20 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 10.48 ng 252174 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 83
3 Decane. 5-propvl- 184 C13H28 017312-62-8 83
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 80
Abundance Scan 1458 (10.663 min): BF109620.D (-1454) (-) m/z 57.10 100.00%
57 71
T VJJM/J
5000
99 113 R AR U B
127 141 183 10.40 10.60 10.80 11.00
) — 155169 203216 232246 n/z 71.10 85 19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethy!-
57

71

L

5000
10.40 10.60 10.80 11.00

113 183 m/z 43.10 52_.51%
127141155169 ™)~ 197 211 225 239 253 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57
71 IIIIIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00
5000 43 m/z 85.10 32.20%
85 113
b | 99 1
0,..”,”....L,L..P.L,”.w..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48838: Decane, 5-propyl- T
57 71 10.40 10.60 10.80 11.00
43 m/z 41.10 22.07%
5000 85
29
112126140
O ety b A4 A8 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.12 23.81 ng 572791 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4-methvl- 198 C14H30 026730-12-1 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1536 (11.122 min): BF109620.D (-1533) (-) m/z 57.10 100.00%
43
5000
%mmmmmmmmmmzm 1080 1100 1120 1140
O L m/z 71.10 83.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59884: Tridecane, 4-methyl-
43 57
71
5000 SR DAL UL UG B
85 10,80 11,00 11.20 11.40
29 m/z 43.10 55.87%
‘ 9 113126 155
o SN G S S et M L0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94344: Heptadecane
57
43 | 7 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 46 .49%
29
JLs ‘ ) ?91}3127141155169183197211 240
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane R B B
57 10.80 11.00 11.20 11.40
30 m/z 41.10 28.20%
5000 85
29
0 | 113127141155 160187 ™
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 10,80 11,00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.28 43.61 ng 1049350 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 83
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 83
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 81
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1733 (12.280 min): BF109620.D (-1730) (-) m/z 57.10 100.00%
57
5000 MWJJ\\/\/\U\/\‘/\/
4 e —
238 12.00 12.20 12.40 12.60
o...,....,|... . 193210 266 284300316 n/z 71.10 85_01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153223: Docosane
57
5000 85 L UL BULLLN UL IR
nmnmnmnm
41 113 m/z 43.10 56.38%
. 0 - S <
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360
Abundance #83043: Pentadecane, 2-methyl-
43
. 112.00 12.20 1240 12.60
5000 m/z 85.10 53.74%
99 183
127
0...|....|... |--H--|I--n|n-|.|-‘l"J"1'5-5l"' “,,,, .2.1.].-2.2-?- AN ERERE RRRE RERRN /\_/\W/\JL/\AM\/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane AR EREEE RS
57 12.00 12.20 12.40 12.60
m/z 99.10 24 .02%
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.62 9.16 ng 237728 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heneicosane 296 C21H44 000629-94-7 62
Abundance Scan 2131 (14.621 min): BF109620.D (-2128) (-) m/z 57.10 100.00%
57
85
5000
217 259 R B B SO B
113135 143 189 386 14.40 14.60 14.80 15.00
Y — 287309729 360 m/z 71.10 82.57%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LI SR BN SUBU IR
14.40 14.60 14.80 15.00
m/z 43.10 76 .53%
0 .l . J. J || 1:}31141,169 197 225 268
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
1440 14.60 14.80 15.00
5000 85 m/z 85.10 66 .80%
29
0 \‘ | )| Il 1%‘\-3\141 169 197 24\.0
m/z--> 50 100 150 260 250 300 350
Abundance #202662: Heptacosane RS EmmEs o L
57 14.40 14.60 14.80 15.00
m/z 41.10 27 .52%
5000
85
o 291 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 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\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .93 17.18 ng 445778 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2183 (14.927 min): BF109620.D (-2180) (-) m/z 57.10 100.00%
57
85
5000
L0 o1 g0 o0 spwsm s | R Em
ol b R LT 169 211 230 267 304327352 385 m/z 71.10 73.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LN BRI BRI BRI B
mmmmmmﬁm
m/z 43.10 63.61%
0 %9. | s J J A141 169 197 225 253 282
m/z--> 55 o 150 200 2%0 360 3éo 460
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 55.69%
29 113
o] i) | M09 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance #152416: Tridecane, 1-iodo- L B o
57 14.60 14.80 15.00 15.20
m/z 41.10 17.98%
5000 85
28
0 ]\L‘ ‘ t | \‘1]\-3\ 15\5 183 310
m/z--> 55 160 1%0 200 2%0 300 3éo 400 1460 1480 1500 1520 '

8270-BF092218 .M Mon Oct 08 16:17:23 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.67 16.97 ng 440458 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 90
Abundance Scan 2309 (15.668 min): BF109620.D (-2305) (-) m/z 57.10 100.00%
g7
5000
AL 10 100 o e e g o T
ob 2 b b b g 7,225 252 287309 85% m/z 71.10 73.15%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 L B UL UL B
15.40 15.60 15.80 16.00
29 m/z 43.10 59.97%
oL 1. Lgg [P 04 169 107 200
m/z--> 50 100 1éo 200 250 300 350
Abundance #141426: Heneicosane
g7
o 15,40 15.60 15.80 16.00
5000 m/z 85.10 54 .59%
29 113
oL DLyt ™0 169 107 o o5 oo
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane B ma e
57 15.40 15.60 15.80 16.00
m/z 55.10 21.44%
e T \/\\\/\\_\A
29
0 ‘ \ | A I‘ 1}3. 141 169 197 225 268
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\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 7

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

16.13 15.47 ng 401540 Perylene-d12 15.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91

4 Octadecane. l1l-iodo-
5 2-Bromo dodecane

380 C18H371
248 C12H25Br

000629-93-6 87
013187-99-0 86

Abundance Scan 2387 (16.127 min): BF109620.D (-2382) (-) m/z 57.10 100.00%
57
85
5000
113 15.80 16.00 16.20 16.40
141 169 197219239 : : : '
ol .,.J:Ld,ﬂ bl 2021020 2 888 m/z 71.10 75.75%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LN L L L L L LB L |
15.80 16.00 16.20 16.40
m/z 43.10 61.14%
29
LT ”1}3‘1§1 160 197 225 253 295 323 367
ek :

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

:

Abundance #215181: 2-methyloctacosane
R I B e
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 57.71%
113
o 29 | I 177 241 169 197 225 267 205 365 393
R B e o e AL ae A
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane T e
57 15.80 16.00 16.20 16.40
m/z 55.10 20.05%
85
5000
113
0 3J L1 1 16 107 225 253 201 a9 398
B B s s T LB A e R A REEma mE
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1,2-Benzenedicarboxylic aci... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.36 5.80 ng 150493 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 80
2 Phthalic acid. 5-methvlhex-2-vl ... 502 C32H5404 1000371-07-7 80
3 Phthalic acid. trans-hex-3-envl ... 402 C25H3804 1000360-48-9 78
4 Phthalic acid. 4-methvlhept-3-vl... 432 C27H4404 1000377-94-6 78
5 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 72
Abundance Scan 2427 (16.362 min): BF109620.D (-2423) (-) m/z 149.00 100.00%
149
= N\JM
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r
69 104 321 16.00 16.20 16.40 16.60
Ol b LA 219247 283 By m/z 43.10 11.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231789: 1,2-Benzenedicarboxylic acid, diundecyl ester
149
5000 AU AR RARRS &
16. 00 16 20 16. 40 16.60
43 m/z 167.00 10.03%
71 321
ol || 5,97 123 187 474
m/z--> 5|0 l(l)O 150 ZCI)O 25|O 3(|)0 3é0 4C|)O 45|O
Abundance #235551: Phthalic acid, 5-methylhex-2-yl heptadecy! ester
149
16.00 16.20 16.40 16.60
5000 m/z 150.00 9.46%
o 1 46?)‘%1121 179 239265 405
m/z--> 5|0 l(I)O 150 ZCI)O 250 3(|)0 3%0 4C|)0 45|O
Abundance #213063: Phthalic acid, trans-hex-3-enyl undecy! ester
149 16.00 16.20 16.40 16.60
m/z 69.10 7.48%
5000 82
20,0l 105 | 321
m/z--> 5|0 l(I)O 150 ZCI)O 25|O 3(|)0 3é0 4C|)O 45|O 16. 00 16 20 16. 40 16 60 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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-methyltetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.66 5.18 ng 134320 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 2478 (16.662 min): BF109620.D (-2474) (-) m/z 57.10 100.00%
57
T \“”J\”WMNﬂKAJ\Nwwwm
5000
152 182 211 239 16.40 16.60 16.80 17.00
I | .-::.,I!...”-l.(."f o eyt oo e || M7z 71.10 76 59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane
57
5000 L UL SRR SURRURS IR
16.40 16.60 16.80 17.00
29 m/z 43.10 59.27%
ol 141 169 197 225 253 309 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
o 16,40 16.60 16.80 17.00
5000 m/z 85.10 53.47%
29 113
N 4 4L 169 107 225 263 2% \VHMJA\NNWNWW/\NHNI\WWNY\ﬁb
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B EERR Bam e L
43 16.40 16.60 16.80 17.00
- m/z 99.05 22 .87%
5000
9 .,
o | T3 185 183p00 225 253 295 337
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109620.D

Aca On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16 Phthalic acid, heptyl undec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.85 7.97 ng 206706 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl undecvl ester 418 C26H4204 1000308-94-0 80
2 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 80
3 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 80
4 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 72
5 Phthalic acid, 2-ethylbutyl unde... 404 C25H4004 1000356-89-6 72
Abundance Scan 2510 (16.851 min): BF109620.D (-2505) (-) m/z 149.00 100.00%
149
5000 \
43 " 16.60 16.80 17.00 17.20
71 321
Olprrr il ST 20122 | 107 eonadr 267 SO ‘m/z 43.05 10.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #218619: Phthalic acid, heptyl undecy! ester
149
5000 LR SR BRI SURBURH SR
16.60 16.80 17.00 17.20
m/z 150.00 9.19%
ol s 457 76 104153 | 167 247 265 321
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #213825: Phthalic acid, hex-3-yl undecy! ester
149
16.60 16.80 17.00 17.20
5000 m/z 57.00 8.50%
43 167
miz-> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 300 350
Abundance #231794: 1,2-Benzenedicarboxylic acid, diundecy! ester L e NS s
149 16.60 16.80 17.00 17.20
m/z 41.05 6.70%
>0 \\”“w“ww}\wwM}Q\m+\A¢meWMr\A
o > 83 104123 | 167 260 3033%1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100518\
Data File : BF109620.D

Acq On : 5 Oct 2018 20:35

Operator : JU/SJ

Sample : J5179-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .90 2.2 ng 60943 1 6.70 544371 20.0
unknown6 .47 6.47 62.4 ng 1698760 1 6.70 544371 20.0
Pentadecane, 2,6,... 10.39 2.7 ng 100406 3 9.73 734002 20.0
Silane, trichloro... 10.60 2.2 ng 53674 4 11.21 481218 20.0
Pentadecane, 2,6,... 10.66 10.5 ng 252174 4 11.21 481218 20.0
Tridecane, 4-methyl- 11.12 23.8 ng 572791 4 11.21 481218 20.0
Docosane 12.28 43.6 ng 1049350 4 11.21 481218 20.0
Nonadecane 14.62 9.2 ng 237728 6 15.25 519024 20.0
Eicosane 14.93 17.2 ng 445778 6 15.25 519024 20.0
Heptadecane 15.67 17.0 ng 440458 6 15.25 519024 20.0
Hexacosane 16.13 15.5 ng 401540 6 15.25 519024 20.0
1,2-Benzenedicarb... 16.36 5.8 ng 150493 6 15.25 519024 20.0
2-methyltetracosane 16.66 5.2 ng 134320 6 15.25 519024 20.0
Phthalic acid, he... 16.85 8.0 ng 206706 6 15.25 519024 20.0
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