LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 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-BF092317.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 2.234 21 25 44 rVB2 138077 272894 6.48% 0.726%
2 2.363 45 47 61 rvB3 26422 60537 1.44% 0.161%
3 5.151 517 521 532 rBV 577502 777036 18.44% 2.068%
4 5.539 582 587 590 rBVY 3371287 3725486 88.40% 9.914%
5 6.545 752 758 761 rVV 3367203 3772834 89.53% 10.039%
6 6.686 777 782 785 rBVY 3794898 3782371 89.75% 10.065%
7 6.916 817 821 824 rBVY 1103366 861407 20.44% 2.292%
8 7.075 843 848 851 rBY 3080986 2842658 67 .46% 7 .564%
9 7.481 911 917 920 rBVY 2296140 2429819 57 .66% 6.466%
10 7.545 925 928 932 rVB 55381 53453 1.27% 0.142%

11 8.198 1034 1039 1042 rBV 1333708 1175491 27.89%% 3.128%
12 9.275 1216 1222 1225 rBV 4239145 4214127 100.00% 11.214%
13 9.663 1283 1288 1291 rBV 642515 560785 13.31% 1.492%
14 9.951 1333 1337 1341 rBV2 1459183 1296887 30.77% 3.451%

15 10.374 1406 1409 1412 rVB 80153 61600 1.46% 0.164%
16 10.745 1464 1472 1475 rBV 2409316 2427092 57.59% 6.458%
17 10.845 1485 1489 1500 rBV 92904 90426 2.15% 0.241%
18 11.292 1559 1565 1568 rBV 52639 46209 1.10% 0.123%

19 11.439 1586 1590 1593 rBV 1554123 1288430 30.57% 3.429%
20 11.957 1673 1678 1682 rBV 578516 544441 12.92% 1.449%

21 12.651 1792 1796 1804 rBV3 53081 110332 2.62% 0.294%
22 12.739 1807 1811 1818 rBV 294996 287403 6.82% 0.765%
23 13.027 1855 1860 1863 rBV2 3721398 3821594 90.69% 10.169%
24 13.551 1946 1949 1951 rBV 46345 42921 1.02% 0.114%
25 13.904 2006 2009 2013 rBV 251939 253179 6.01% 0.674%

26 14.045 2031 2033 2035 rBvV 80133 67618 1.60% 0.180%
27 14.080 2035 2039 2042 rVvVv 988396 869873 20.64% 2.315%
28 14.462 2101 2104 2108 rVB3 49901 43645 1.04% 0.116%
29 14.533 2113 2116 2120 rBV2 43900 49494 1.17% 0.132%
30 14.698 2140 2144 2147 rBV 327876 294825 7.00% 0.785%
31 14.845 2164 2169 2171 rBV3 31491 44197 1.05% 0.118%
32 14.927 2180 2183 2189 rVB 120661 122673 2.91% 0.326%
33 15.192 2225 2228 2231 rBV 49569 51047 1.21% 0.136%

34 15.568 2287 2292 2300 rVB 581041 793168 18.82% 2.111%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.033 2366 2371 2375 rBV 65734 100454 2.38% 0.267%
36 16.551 2454 2459 2467 rVB2 72366 133452 3.17% 0.355%

37 17.162 2559 2563 2570 rVB2 48682 88684 2.10% 0.236%
38 17.886 2681 2686 2696 rVB4 49985 121367 2.88% 0.323%

Sum of corrected areas: 37579909
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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:\HPCHEMI\BNA F\DATA\BF092817\

BF098901.D

28 Sep 2017 11:51

SJ/Ju

15418-02

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.23 6.34 ng 272894 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Octanal. 7-methoxv-3.7-dimethvl- 186 C11H2202 003613-30-7 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 24 (2.228 min): BF098901.D (-21) (-) m/z 73.05 100.00%
73.0
5000 43.0 ? \
55.0 87.0
| | 2.20 2.30 2.40 2.50 2.60
bbb e el e | m/z 43.05  38.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A IUNRIN IO AN IR IR I
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 27.20%
29.0 ‘
0 | AN L1,
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 24 .90%
29.0
15.0 97.0
e S S L S S L S S LI S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 41.05 14.28%
43.0
5000
270
15.0 w‘ “ 81.0
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w"
m/z--> 10 70 80 90 100 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\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 18.04 ng 777036 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 521 (5.151 min): BF098901.D (-517) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R R L
| 83.0 | 4.80 500 5.20 5.40
Obrrrprrrr e el e e m/z 59.00 58.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS R R L
4.80 500 5.20 5.40
59.0 m/z 101.00 19.54%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 1.0 m/z 58.00 15.58%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R
43.0 4.80 500 5.20 5.40
m/z 41.05 9.18%
5000
101.0
150 310 | 80490 gs0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 87.82 ng 3782370 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 783 (6.692 min): BF098901.D (-777) (-) m/z 132.00 100.00%
13%.0
5000
68.0
96.0 P ASEPENSRE R RN
400 540 ‘ 6.40 6.60 6.80 7.00
Obrrprrrr et el e 849070 Wl Tm/z 134.00 34.26Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e o e
M0 530 o m/z 68.00 32.30%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 ok 680 680 700
5000 ' m/z 66.00 21.43%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.68%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 110 150 150 140 aho a%o aéo 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.96 8.45 ng 544441 Phenanthrene-d10 11.44
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1679 (11.963 min): BF098901.D (-1673) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
97.1 213.2 Y IS —
L‘u 157.0 185.1 256.2 1160 11.80 12.00 12.20
0 m/z 43.00 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 11.60 11.80 12.00 12.20
‘ 1570 1gso 2130 2560 | M/Z 60.00  90.04%
0 AR I‘ﬂ' Al .‘l‘.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.00 69.15%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
m/z 55.00 67 .40%
so00] 30 129.0
0 |""|"" ..|... \
miz-> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.74 4_.46 ng 287403 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1811 (12.739 min): BF098901.D (-1807) (-) m/z 73.00 100.00%

43.0 730

5000

-

12.40 12.60 12.80 13.00

0 m/z 43.05 95.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L L |
12.40 12.60 12.80 13.00
m/z 57.00 86.76%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 K 73.0
RN EEEREREEEE ey
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 82.22%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00

m/z 55.00 73 .52%

5000

157.0 185.0 213.0 256.0

é
:

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.82 ng 253179 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2008 (13.898 min): BF098901.D (-2006) (-) m/z 57.00 100.00%
57.0 830
5000
13.60 13.80 14.00 14.20
Obrreprr b m/z 43.00 87 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 L SRR S BN S
13.60 13.80 14.00 14.20
29.0 125.0 m/z 83.00 83.14%
o LA ‘ Lo iS40 1960220 2690 3300
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 81.92%
29.0 139.0
o 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R R R
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.00 74 .92%
- #\’__L—A/\
29.0
ol ‘ 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

8270-BF092317.M Fri Sep 29 13:13:51 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.70 6.78 ng 294825 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 25
3 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 22
4 Diisooctvl phthalate 390 C24H3804 000131-20-4 22
5 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 22
Abundance Scan 2144 (14.698 min): BF098901.D (-2140) (-) m/z 70.05 100.00%
7d.0
149.0
5000 112.1 2611
14.40 14.60 14.80 15.00
0.“. l.,l..l.t.,.\.l.gf’,o....,..!.,....,....,....,.... m/z 149.00 62.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
12.0
149.0 261.0
5000
14.40 14.60 14.80 15.00
m/z 112.10 43.64%
JLL L o | Lmo_onns
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149.0
R AR R
57.0 14.40 14.60 14.80 15.00
5000 m/z 261.10 38.74%
113.0
279.0
0 186.0223.0 476.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207664: Bis(2-ethylhexyl) phthalate N A
149.0 14.40 14.60 14.80 15.00
m/z 57.05 34 .98%

390.0

0--|----|--H- e e e e

m/z--> 100 150 200 250 300 350 400 450 14. 40 14. 60 14. 80 15. OO

\SETI 1150 ’ 279.0 }kwmvawAthLmaﬁ»ﬂNRNAWj
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4-Methoxyanthranilic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.09 ng 122673 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methoxvanthranilic acid 167 C8HONO3 004294-95-5 72
2 Phthalic acid. di(2-propvlpentvl... 390 C24H3804 1000377-93-5 64
3 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 64
4 Dicvclohexvl phthalate 330 C20H2604 000084-61-7 64
5 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 64
Abundance Scan 2183 (14.927 min): BF098901.D (-2180) (-) m/z 149.00 100.00%
149.0
5000
az0 0
97.1 1220 14.60 14.80 15.00 15.20
Ol ,....,”...|!|,.':l..,|!|..-.k! 0012080 2669 80720 7 167.00  39.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36108: 4-Methoxyanthranilic acid
149.0
5000
122.0 14.60 14.80 15.00 15.20
m/z 69.05 36.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
1460 14.80 15.00 15.20
5000 m/z 43.05 28.80%
29.0 57.0 84.0 113.0 180.0 279.0
o} ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125890: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ... R AEmEEEE L
149.0 14.60 14.80 15.00 15.20
m/z 57.05 23.44%
5000
70.0
0 410 I SO | 1\1\20\ ‘ ‘1790
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 12
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.53 ng 100454 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2371 (16.033 min): BF098901.D (-2366) (-) m/z 57.05 100.00%
57.0
5000
B 1601 oige " 15180 16,0 1620 1640
b b e M7z 71.05  66.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 LI UL BN UL B
15.80 16.00 16,20 16.40
m/z 43.05 55.42%
0 h [T 1600 2050 810 3650
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
' 15:80 16.00 16,20 16.40
5000 m/z 85.05 49_.11%
113.0
0 169.0 225 0 281. o 337. o 394 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane e RARREEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.37%
5000
3.0
o ,169.0 2530 309.0 3790 _ 477.0 5330 _ 6180
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 600 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.55 3.37 ng 133452 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Triacontane 422 C30H62 000638-68-6 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2459 (16.551 min): BF098901.D (-2454) (-) m/z 57.05 100.00%
57.0
99.0 U VNS LA SRR
] [ JA411 2070 2669 16.20 16.40 16.60 16.80
ob bl e S m/z 71.05 61.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
5000 R DA B SRR B
mmmmmmmm
99.0 m/z 43.05 53.60%
0 2@10“‘ ol | L 7410 183.0 221.0254.0
m/z--> éo 100 150 200 2éo 360 3%0 460
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.10 52.41%
99.0
0260 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> éo 160 1%0 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- B B .
57.0 16.20 16.40 16.60 16.80
m/z 55.00 20.96%
>0 MWWAWWW
99.0
ol A LA Ly 40 1830 D0 2610 3230
m/z--> % ﬁo @ 2m 250 300 350 mo mmmmmmmm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098901.D

Aca On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample = 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.16 2.24 ng 88684 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Octacosane 394 C28H58 000630-02-4 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 2563 (17.162 min): BF098901.D (-2559) (-) m/z 57.00 100.00%
57.0
5000 M‘\W/\wm
| 210 o2 o110 16,80 17.00 17.20 17.40
(o} m/z 71.05 77 .91%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 L DAL DAL DU B B
mmﬂmﬂmﬂm
99.0 m/z 85.10 63.65%
0 27\X0 ‘H ‘\ \Hw \‘M ‘\‘ u‘ u‘14:‘l- 0\ 183 O 225 0 267 0 309 0 3660
m/z--> éo 160 1%0 200 2éo 360 3%0 '
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 43.05 51.81%
99.0
o 27,0 1410 1830 2250 2810 337.0  394.0
m/z--> éo 160 150 260 250 360 3%0 '
Abundance #175555: Tetracosane R AR EEEEE T
57.0 16.80 17.00 17.20 17.40
m/z 55.00 24 .84%
5000
99.0
o210 L g 18 1839 2250 2670 30003380
m/z--> % @ Jm 2m 2m 3& 3% ' mmﬂmﬂmﬂm'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\
Data File : BF098901.D

Acq On : 28 Sep 2017 11:51

Operator : SJ/JU

Sample - 15418-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.23 6.3 ng 272894 1 6.92 861407 20.0
2-Pentanone, 4-hy... 5.15 18.0 ng 777036 1 6.92 861407 20.0
unknown6 .69 6.69 87.8 ng 3782370 1 6.92 861407 20.0
n-Hexadecanoic acid 11.96 8.4 ng 544441 4 11.44 1288430 20.0
Octadecanoic acid 12.74 4.5 ng 287403 4 11.44 1288430 20.0
Trifluoroacetoxy ... 13.90 5.8 ng 253179 5 14.08 869873 20.0
1,3-Benzenedicarb... 14.70 6.8 ng 294825 5 14.08 869873 20.0
4-Methoxyanthrani... 14.93 3.1 ng 122673 6 15.57 793168 20.0
2-methyloctacosane 16.03 2.5 ng 100454 6 15.57 793168 20.0
Octadecane 16.55 3.4 ng 133452 6 15.57 793168 20.0
Hexacosane 17.16 2.2 ng 88684 6 15.57 793168 20.0
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