LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 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-BF113017.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 5.463 571 574 587 rBB 24353 28890 9.84% 1.286%
2 6.481 744 747 755 rBV 22656 26687 9.09% 1.188%
3 6.616 768 770 776 rBB 43337 37446 12.76% 1.667%
4 6.845 806 809 814 rBV 284058 228024 77.67% 10.149%
5 6.922 817 822 828 rVVv2 3738 6761 2.30% 0.301%
6 7.004 832 836 840 rVB 35666 33357 11.36% 1.485%
7 7.410 903 905 908 rBV 19565 19555 6.66% 0.870%
8 8.128 1024 1027 1034 rVB 349493 272887 92.96% 12.145%
9 8.710 1123 1126 1129 rBB 7382 5284 1.80% 0.235%
10 9.204 1206 1210 1220 rBB 44695 44019 14.99% 1.959%
11 9.275 1220 1222 1225 rBB 8094 5976 2.04% 0.266%
12 9.545 1264 1268 1271 rBB 112537 90648 30.88% 4.034%
13 9.598 1271 1277 1279 rBvV2 6396 5293 1.80% 0.236%
14 9.804 1310 1312 1318 rBvV2 10114 9229 3.14% 0.411%
15 9.886 1322 1326 1338 rBB 331907 293566 100.00% 13.066%
16 10.304 1394 1397 1400 rBB 10210 7670 2.61% 0.341%
17 10.674 1458 1460 1464 rVB2 10584 10259 3.49% 0.457%
18 10.774 1474 1477 1482 rBvV2 10949 12667 4.31% 0.564%
19 11.104 1530 1533 1537 rVB 7219 6725 2.29% 0.299%
20 11.227 1551 1554 1556 rBV 11104 10346 3.52% 0.460%
21 11.251 1556 1558 1562 rVB 5398 5625 1.92% 0.250%
22 11.374 1575 1579 1583 rBV 305177 252178 85.90% 11.224%
23 11.651 1621 1626 1629 rBV3 10747 10824 3.69% 0.482%
24 11.821 1650 1655 1656 rBV3 4591 6604 2.25% 0.294%
25 11.951 1675 1677 1679 rBV 5350 4597 1.57% 0.205%
26 12.063 1693 1696 1698 rBV2 9503 9439 3.22% 0.420%
27 12.210 1719 1721 1723 rBV2 7562 8288 2.82% 0.369%
28 12.339 1740 1743 1746 rBV2 13189 15351 5.23% 0.683%
29 12.410 1753 1755 1759 rBV3 5059 5678 1.93% 0.253%
30 12.451 1759 1762 1765 rBV3 15777 21867 7.45% 0.973%
31 12.557 1777 1780 1782 rBV4 10202 14156 4.82% 0.630%
32 12.592 1783 1786 1789 rVvVv4 12567 18424 6.28% 0.820%
33 12.663 1795 1798 1800 rBV5 10022 12423 4.23% 0.553%
34 12.686 1800 1802 1804 rBV2 11533 11632 3.96% 0.518%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 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-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.792 1818 1820 1822 rBV2 13462 12830 4._.37% 0.571%
36 12.821 1822 1825 1827 rVV2 24350 22240 7.58% 0.990%
37 12.933 1841 1844 1845 rBV 28380 25210 8.59% 1.122%
38 12.957 1845 1848 1851 rVB2 52230 56887 19.38% 2.532%
39 13.174 1883 1885 1888 rBV2 24950 23136 7.88% 1.030%
40 13.204 1888 1890 1896 rVv4 29768 43410 14.79% 1.932%
41 13.304 1904 1907 1911 rBV2 33307 47539 16.19% 2.116%

42 14.021 2026 2029 2033 rBVY 248883 225733 76.89% 10.047%
43 15.504 2277 2281 2286 rVB 177231 237462 80.89% 10.569%

Sum of corrected areas: 2246822
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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: BF101180.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 4

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

6.62 3.28 ng 37446 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF101180.D (-768) (-) m/z 132.00 100.00%
5000
68
40 54 | 75 9|6 103 620 640 6.60 6.80 7.00
O e e H e e e e e et e m/z 68.00 35.28%
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
5000 67 UL VA LA A
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 31.71%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SRR S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _.19%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- AR b e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.03%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 1

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

9.55 6.18 ng 90648 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 94
2 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 87
3 Phenol. 2.5-bis(1l.1-dimethvlethvl)- 206 C14H220 005875-45-6 87
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 80
5 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 80

Abundance Scan 1269 (9.551 min): BF101180.D (-1264) (-) m/z 191.20 100.00%
191
5000
206 TrrrrryprrrrprrrrrrrrorT
41 5|7 o 115 13|1 s Pas 920 940 9.60 9.80
| RSN RSB VSN ASSSUMT Y Sl S ik A NS B m/z 206.10 20.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 SRR U U
9.20 9.40 9.60 9.80
57 206 m/z 163.10 15.27%
41 74 91 131 163
J1s 2 [ T Olagells | 147 a5 ||
m/z--> 20 40 eb 80 100 120 140 160 180 200
Abundance
191
920 9.40 9.60 9.80
5000 m/z 57.00 15.14%
i 206
41
oL 15 29 74 91 107 128 147 163175
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66110: Phenol, 2,5-bis(1,1-dimethylethyl)-
191 9.20 9.40 9.60 9.80
m/z 131.10 12.93%
5000
57
G gy e T |
0::::||||||||||||“|||||‘||H|l|||‘||||||‘||||||||| |||||||||||||||A|||
m/z--> 20 40 60 8 100 120 140 160 180 200 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.05 ng 23136 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 64
4 Nonacosane 408 C29H60 000630-03-5 59
5 Heneicosane 296 C21H44 000629-94-7 59
Abundance Scan 1884 (13.168 min): BF101180.D (-1883) (-) m/z 85.10 100.00%
43, 8
5000
125 161 e
||| i ||| | | 12.80 13.00 13.20 13.40
(o ¥ M m/z 43.10 98.29%
m/z--> 50 100 15 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 U R DR B
12. 80 13. oo 13 20 13.40
13 m/z 71.10 93.79%
0 | M 1 H w1?1‘1§9‘197 225 253 281 309 337 365 437
m/z--> éo 150 260 2%0 360 3%0 460 !
Abundance
57
12:80 13.00 13.20 13.40
5000 m/z 57.10 93.56%
85
29
0 113 141 183 211 239
miz-> 50 100 150 200 250 300 350 400
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- L BT o e
57 12.80 13.00 13.20 13.40
m/z 55.10 92.32%
5000 85
0...H.[..mnﬂhl,&§%.,.... L L
m/z--> 50 100 150 200 250 300 350 400 1280 1300 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101180.D

Aca On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Nonadecane, 1l-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.20 3.85 ng 43410 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 83
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 53
3 Hentriacontane 437 C31H64 000630-04-6 53
4 1-Octadecanesulphonvl chloride 352 C18H37Cl102S 1000342-70-4 50
5 Heptadecane 240 C17H36 000629-78-7 50
Abundance Scan 1889 (13.198 min): BF101180.D (-1888) (-) m/z 57.10 100.00%
57
5000
85 147420193 e
117 77169 1280 13.00 13.20 13.40 13.60
0 m/z 43.10 70.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro-
57
5000 AR AR B
12. 80 13 00 13 20 13. 40 13 60
29 m/z 55.05 41 .68%
LU \\ e g
m/z--> éo 150 200 2éo 360 3éo 460 !
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 - m/z 71.10 39.61%
29
o 113 141 168 197 543
miz-> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane N e o
57 12.80 13.00 13.20 13.40 13.60
m/z 41.05 31.90%
5000 85
o Hlf3dlf1‘l§9 197 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 12. 80 13 00 13 20 13. 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101180.D

Acq On : 6 Dec 2017 20:53

Operator : SJ/JU

Sample : 16741-01 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
unknown6.62 6.62 3.3 ng 37446 1 6.85 228024 20.0
Phenol, 2,6-bis(l... 9.55 6.2 ng 90648 3 9.89 293566 20.0
Hentriacontane 13.17 2.0 ng 23136 5 14.02 225733 20.0
Nonadecane, 1-chl... 13.20 3.9 ng 43410 5 14.02 225733 20.0
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