LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 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-BF031518.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 2.334 37 42 49 rVB 129438 168604 4_.41% 0.510%
2 5.222 529 533 542 rVB 161710 205890 5.38% 0.623%
3 5.598 591 597 600 rBY 3517503 3820297 99.88% 11.562%
4 6.598 760 767 769 rBVY 3149051 3746685 97.95% 11.339%
5 6.745 786 792 795 rBVY 3556666 3805825 99.50% 11.518%
6 6.969 827 830 834 rBVY 1090199 944989 24.71% 2.860%
7 7.128 853 857 861 rBY 3119815 2987227 78.10% 9.041%
8 7.534 921 926 929 rBVY 2280555 2433679 63.62% 7 .365%
9 8.251 1044 1048 1052 rBV 1429699 1248561 32.64% 3.779%
10 9.328 1226 1231 1234 rBV 4057081 3825052 100.00% 11.576%
11 9.716 1292 1297 1300 rBV 522952 401235 10.49% 1.214%
12 9.928 1329 1333 1336 rBvV 112287 85578 2.24% 0.259%
13 10.016 1344 1348 1351 rBVY 1316924 1238991 32.39% 3.750%
14 10.427 1415 1418 1421 rVB 121929 85165 2.23% 0.258%
15 10.804 1478 1482 1485 rBVY 2048930 1833655 47.94% 5.549%
16 10.904 1495 1499 1509 rVB 77588 87517 2.29% 0.265%
17 11.504 1597 1601 1604 rBVY 1207787 1077666 28.17% 3.262%
18 11.527 1604 1605 1609 rVB 88286 56572 1.48% 0.171%
19 12.721 1805 1808 1812 rBV 116854 93770 2.45% 0.284%
20 12.951 1842 1847 1854 rBV 84171 98047 2.56% 0.297%

21 13.092 1867 1871 1875 rVB 2834233 2665369 69.68% 8.067%
22 13.974 2016 2021 2024 rBV2 107308 116475 3.05% 0.353%
23 14.157 2047 2052 2055 rBV 918109 877573 22.94% 2.656%
24 14.180 2055 2056 2062 rVB 61639 45001 1.18% 0.136%
25 14.780 2154 2158 2163 rBV 144895 159101 4.16% 0.482%

26 15.233 2232 2235 2239 rBV 54450 75866 1.98% 0.230%
27 15.627 2298 2302 2307 rVB 39326 54030 1.41% 0.164%
28 15.692 2308 2313 2323 rVB 578731 803588 21.01% 2.432%

Sum of corrected areas: 33042008
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103815.D
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Abundance TIC: BF103815.D
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3000000 13.09

10.80
2000000

8.25
10.02 11.50

1000000
9.72
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Abundance TIC: BF103815.D
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8270-BF031518.M Wed Mar 21 13:39:14 2018 Page: 2



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5

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

2.33 3.57 ng 168604 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 41 (2.328 min): BF103815.D (-37) (-) m/z 73.05 100.00%
3
5000
43
55 87 SN U —
220 240 260
Ol et s e et e e e e || M7z 43.05  34.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 220 240 2.60
55 87 m/z 55.05 26.02%

2

9
Ll 35‘\W\ ‘ 67 ||, 80
O P R e T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 e

A
LA B L B |

2.20 2.40 2.60

5000 41 55 m/z 87.10 24 .56%
29
0 47 67 79 97 112 129
T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T
73 2.20 2.40 2.60

m/z 41.05 12.04%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,.... L T B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.22 4_.36 ng 205890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103815.D (-529) (-) m/z 43.00 100.00%
43
59
5000
101 SRR SR RS SRR
s 83 480 5.00 5.20 5.40 5.60 '
o et e e e e m/z 59.00 60.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR LR LS SRR
480 5.00 5.20 5.40 5.60
m/z 101.00 21.80%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 15.97%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3158: 5-Hexen-2-one T B e
43 480 5.00 5.20 5.40 5.60
m/z 41.00 9.28%
5000
55
oLl | esmn 8 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 80.55 ng 3805830 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF103815.D (-786) (-) m/z 132.00 100.00%
32
5000
68
‘ % 640 6.60 680 7.00
40 54 75 104 : : : :
o....,....;-:..4.8,::..,6.2:1'.',..'..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00 34.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA SR SR
6.40 6.60 6.80 7.00
2 78 m/z 68.10 28.53%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SRS LA RARANSARARE
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 16.99%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene R R
132 6.40 6.60 6.80 7.00
m/z 96.00 11.84%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s % e o 8 @ 10 1o 15 o 1k 640 6.60 680 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : 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 6 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.65 ng 116475 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Nonadecene 266 C19H38 018435-45-5 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 2020 (13.968 min): BF103815.D (-2016) (-) m/z 55.00 100.00%
5
5000 111 y/wj\AM~vAMvwAmwfk~wﬂ~W~”’v
139 229 RN AU BRI UG
165 208 281301 13.60 13.80 14.00 14.20
(o} e S o M e O m/z 57.00 98.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 AR R S UL B
1 1360 13.80 14.00 14.20
m/z 83.05 94 .58%
29 169
0 ..“. ey ‘l“.‘hfl?lg‘.‘. L 2]l-0|| |25|5||| — —— .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 | 97
13.60 13.80 14.00 14.20
5000 m/z 69.05 89.36%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 R B EEEEE
13.60 13.80 14.00 14.20
m/z 97.10 85.99%
- MLW\/
ol 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103815.D

Aca On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.78 3.63 ng 159101 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 62
2 2-(Decvloxvcarbonvl)benzoic acid 306 C18H2604 1000373-53-2 25
3 Phthalic acid. 3.5-difluorophenv... 390 C22H24F204 1000315-51-3 22
4 Di-n-octvl phthalate 390 C24H3804 000117-84-0 18
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 18
Abundance Scan 2158 (14.780 min): BF103815.D (-2154) (-) m/z 70.10 100.00%
70
149
5000 112 261
167
43
| . l |92 l ™ 195915 2719 302 376 14.40 14.60 14.80 15.00
ol pl s L b e L e e m/z 149.00 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 NI AN SUNILE R
14.40 14.60 14.80 15.00
a1 279 m/z 112.10 49.62%
0 M “\ Lm93“‘\131 | 189 232 | L 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance
149
14.40 14.60 14.80 15.00
5000 m/z 261.05 44 .40%
167
104
) ,g 55 76 123 1o
m/z--> 50 100 150 200 250 300 350
Abundance #207541: Phthalic acid, 3,5-difluoropheny! 2-ethylhexyl ester e RRa s S e
149 14.40 14.60 14.80 15.00
m/z 57.05 36.62%
5000
> 113 261
L2 8 [ Tam | 185 o174
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032018\
Data File : BF103815.D

Acq On : 20 Mar 2018 21:02

Operator : JU/SJ

Sample : J1974-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.33 3.6 ng 168604 1 6.97 944989 20.0
2-Pentanone, 4-hy... 5.22 4.4 ng 205890 1 6.97 944989 20.0
unknown6.75 6.75 80.5 ng 3805830 1 6.97 944989 20.0
Heptafluorobutyri... 13.97 2.6 ng 116475 5 14.16 877573 20.0
1,3-Benzenedicarb... 14.78 3.6 ng 159101 5 14.16 877573 20.0
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