LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111017\
Data File : BF100393.D
Aca On : 10 Nov 2017 16:14 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 - 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 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-BF110817.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 2.122 4 6 17 rVB2 84593 139867 3.68% 0.388%
2 2.322 37 40 53 rvB5 32158 57463 1.51% 0.160%
3 5.128 513 517 526 rVB 577188 690948 18.19% 1.918%
4 5.516 578 583 586 rBY 3094764 3194790 84.13% 8.868%
5 6.522 748 754 757 rBVY 3103182 3489623 91.89% 9.687%
6 6.669 774 779 782 rBVY 3461776 3314275 87.27% 9.200%
7 6.898 815 818 822 rVB 1227987 983791 25.91% 2.731%
8 7.057 841 845 848 rVB 2842872 2460740 64.80% 6.831%
9 7.463 908 914 917 rBVY 2295647 2148721 56.58% 5.965%
10 8.180 1032 1036 1039 rBY 1666954 1325375 34.90% 3.679%

11 8.733 1126 1130 1133 rBV 245353 182547 4.81% 0.507%
12 9.257 1214 1219 1222 rBV 4233479 3797641 100.00% 10.542%
13 9.645 1282 1285 1289 rBV 123901 100458 2.65% 0.279%
14 9.939 1331 1335 1343 rVB 1605238 1454724 38.31% 4._.038%
15 10.651 1451 1456 1459 rBV 898914 770310 20.28% 2.138%

16 10.721 1464 1468 1472 rBV 2124938 2070377 54.52% 5.747%
17 10.833 1484 1487 1493 rBV2 52545 76075 2.00% 0.211%
18 11.280 1560 1563 1565 rBV 58176 49209 1.30% 0.137%
19 11.310 1565 1568 1574 rVB3 95498 106260 2.80% 0.295%
20 11.421 1583 1587 1591 rBV 1633069 1406460 37.04% 3.904%

21 11.468 1592 1595 1601 rVB7 30646 53276 1.40% 0.148%
22 11.710 1632 1636 1639 rBV 76161 65717 1.73% 0.182%
23 11.751 1641 1643 1649 rVB3 38253 47892 1.26% 0.133%

24 11.939 1669 1675 1679 rBv4 208658 221558 5.83% 0.615%
25 12.115 1702 1705 1708 rVB 129078 100030 2.63% 0.278%

26 12.351 1741 1745 1749 rBvV4 50239 71806 1.89% 0.199%
27 12.398 1750 1753 1754 rBV 49404 43569 1.15% 0.121%
28 12.468 1762 1765 1768 rBV3 46361 50240 1.32% 0.139%

29 12.504 1768 1771 1774 rVV 190954 157621 4_.15% 0.438%
30 12.727 1805 1809 1816 rBV3 109337 199282 5.25% 0.553%

31 12.874 1831 1834 1837 rBV2 241175 204462 5.38% 0.568%
32 13.009 1852 1857 1860 rBV 2953126 2908283 76.58% 8.073%
33 13.233 1892 1895 1899 rBV 247837 211995 5.58% 0.588%
34 13.451 1929 1932 1935 rVB 82489 66316 1.75% 0.184%

8270-BF110817.M Mon Nov 13 11:02:42 2017 Page: 1



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

3?22'6 : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.574 1950 1953 1956 rVB 287979 224422 5.91% 0.623%

36 13.898 2005 2008 2017 rVB 305473 388116 10.22% 1.077%
37 14.062 2032 2036 2039 rVB 931432 894584 23.56% 2.483%
38 14.215 2059 2062 2066 rBV 264363 261061 6.87% 0.725%
39 14.521 2111 2114 2117 rBV 270112 225798 5.95% 0.627%
40 14.833 2164 2167 2171 rBV 201664 213091 5.61% 0.592%

41 15.180 2223 2226 2237 rVB 192483 283419 7.46% 0.787%
42 15.545 2283 2288 2297 rVB 721521 1145254 30.16% 3.179%
43 16.015 2364 2368 2372 rBVY 115389 167562 4.41% 0.465%

Sum of corrected areas: 36025008
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100393.D
4000000

6.67
5.52 6.52
3000000 7.06

7.46

2000000

6.90

1000000
5.13

L L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100393.D

4000000 9|26

13.01
3000000

10.72

2000000
8.18 0.94 11.42

1000000 10.6b

o) b

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100393.D

4000000

3000000

2000000

14.06
15.54

1000000

90| 14.22 1452 14
13.90 14.83 15.18 16.02

O T T T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown2.12 Concentration Rank 15

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

2.12 2.84 ng 139867 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. eth... 112 C6H802 004245-37-8 12
2 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
3 2-Butvn-1-ol 70 C4H60 000764-01-2 7
4 Borane. ethvldimethvl- 70 C4H11B 001113-22-0 5
5 Isoxazole 69 C3H3NO 000288-14-2 5

Abundance Scan 6 (2.122 min): BF100393.D (-4) (-) m/z 43.00 100.00%
43.0
69.0
5000
| sa - 220 2.30 240 250
Ok e e e e S e e m/z 41.05 84 .08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6429: 2-Propenoic acid, 2-methyl-, etheny! ester
41.0 69.0
5000
2.20 2.30 2.40 2.50
m/z 69.00 52.81%
miz--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
220 2.30 240 250
5000 210 m/z 39.00 52.33%
15.0 57.0 710
e s R AR LA R IS I RS RS R BERRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #513: 2-Butyn-1-ol
69.0 2.20 2.30 2.40 2.50
m/z 42.00 17.08%
39.0
5000
27.0
51.0
0"W}ﬁql”"P"W'”'I”"P'”I'”'I”"P"W"”I'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.13 14.05 ng 690948 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 517 (5.128 min): BF100393.D (-513) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 BB SARAE SRR SRREE RN
| 83.0 | 480 5.00 5.20 5.40
0'”I””P'“P'Jﬁ“'PAW'”W”'W””I””P'”P”'P”W'”W”'W m/z 59.00 53.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 16.95%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.55%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L B L N LB |
43.0 480 5.00 5.20 5.40
m/z 41.10 8.78%
5000
58.0
15‘.0 27\.0 | ‘\ L 72‘.0 109.0
R R R SRS RN ARAR RRARA RARSA RARAN LARAN AALA RALRS RS RARRY S SAE SRR SRR AR
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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 67.38 ng 3314280 1,4-Dichlorobenzene-d4 6.90
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 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 779 (6.669 min): BF100393.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
a0, 9%.1 "ok k0 6ko 7h0
: 54.0 . . . .
O et Hoeril 280 L 3801160 W s Tee g 47, 15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE AR SR U
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.69%
| | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.46%
41.0 97.0
53.0
70.0 117.0
0'I”'W'”'P'“I”"P'”I”'W'”'I”'Wﬁezq"W'“'P'”I“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A AR RamE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.51%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS S I U N O —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 17

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

8.73 2.75 ng 182547 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 23
3 Formamide. N-methvl- 59 C2H5NO 000123-39-7 9
4 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 1129 (8.727 min): BF100393.D (-1126) (-) m/z 59.00 100.00%
59.0
5000
@0 1w | T ek ok
o..,....,....,....-,'.|...;|....i....,...!,...??:?..,..!.,...1.2]1.'.1..,....,....,.... m/z 77.00 24.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LSRR RN R L
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 105.00 24 .31%
31.0 *
0 Jog | 91.0 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
840 8.60 880 900
5000 m/z 43.00 18.34%
31.0 43.0

74.0 87.0 103.0 116.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #245: Formamide, N-methyl-
59.0 8.40 8.60 8.80 9.00
m/z 51.00 16.15%
30.0
5000
120 | a0 |
O T T e e e R EREEE R SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

Sample : 16383-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 6 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.65 10.59 ng 770310 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Vinvl benzoate 148 C9H802 000769-78-8 47
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 Benzopinacol 366 C26H2202 000464-72-2 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47

Abundance Scan 1456 (10.651 min): BF100393.D (-1451) (-) m/z 104.95 100.00%
105.0
77.0 182.1
5000
51.0 RN | S
160 1521 10.40 10.60 10.80 11.00
O I L e o m/z 77.00 59.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 LR BN BULIILN SUBURN U
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 56.36%
0 27.0 b 1260 1520 s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
77.0 " 10.40 10.60 10.80 11.00
5000 m/z 51.00 24 .90%
51.0
15.0 148.0
e R S S UL B WL L S B IS
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #71679: 1-Propanone, 2-bromo-1-phenyl- R e L
105.0 10,40 10.60 10.80 11.00
m/z 181.10 9.27%
77.0
5000
51.0
0 ‘ A ‘ 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00

13 11:02:46 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.15 ng 221558 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Hexadecane 226 C16H34 000544-76-3 56
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1675 (11.939 min): BF100393.D (-1669) (-) m/z 43.00 100.00%
430 730
5000
129.1
213.2 e e S UEU,
9r.1 157.1 1852 256.2 1160 1180 12.00 12.20
Ol prrrrhi m/z 73.00 92.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 S AL AR AR
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  81.91%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11'60 11.80 12.00 12.20
5000 129.0 m/z 57.10 74 .06%
171.0
97.0
150 1500 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid L L B
43.0 730 11.60 11.80 12.00 12.20
m/z 55.05 69.57%
5000 129.0
0 I |
m/z--> 20 40 60 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.24 ng 157621 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 1770 (12.498 min): BF100393.D (-1768) (-) m/z 57.10 100.00%
57.1
5000
226.1 oo 15U 15 a0 15 an
113.1 1420 1911 260.1 12.20 12.40 12.60 12.80
Olerrrprrrelhralty 105 m/z 43.05 82.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 AR R SR AR
85.0 nmnmnmnm
29.0 : m/z 71.10 69.78%
0 ‘ L | 113.0 141.0 169.0 197.0 226.0
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57.0
12:20 12.40 12.60 12.80
5000 g5.0 m/z 85.05 42 .64%

29.0
113.0 141.0 169.0 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane e A R A RS R EEa e S
57.0 12.20 12.40 12.60 12.80
m/z 41.10 33.33%
5000 85.0
29.0
o | 11301410 1600 107.0 2250 2530  296.0
R R aa B B e RE ARSI EEOS L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

Sample : 16383-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.73 2.83 ng 199282 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Undecanoic acid 186 C11H2202 000112-37-8 41

Abundance Scan 1809 (12.727 min): BF100393.D (-1805) (-) m/z 43.10 100.00%
5000
284.3 3505 12.40 12.60 12.80 13.00
0 bt~ 'm/z 57.05 90.35%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0 ISR N SN BN SUUE
12.40 12.60 12.80 13.00
185.0 m/z 60.00 86.83%
HP#L? o 30241.0 284.0
[ E— ;“I\ ‘:H“:Hl“ ‘i“hu“l‘u’ll ‘I. I‘ . |2;I-| 'I L I‘ ||| ILI Emaman B
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 55.05 81.39%
129.0
1010 157.0'°>0213.0241.0 3120  372.0
e ek
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #84452: Tetradecanoic acid L B o
73.0 12.40 12.60 12.80 13.00
43.0 m/z 73.00 72.97%
5000 129.0
185.0
228.0
1.0
0l15.0 ,‘Hf‘ﬂp i ,Pf?ﬂ l S I
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF110817.M Mon Nov

13 11:02:48 2017

SB2-NORTH-PARKING-LOT

Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.87 4_.57 ng 204462 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane 198 C14H30 000629-59-4 81
3 Octadecane 254 C18H38 000593-45-3 74
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 1833 (12.868 min): BF100393.D (-1831) (-) m/z 57.05 100.00%

571.0
5000

12.60 12.80 13.00 13.20

113.1 141.1 165.1 193.1

0 m/z 71.10 62.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57.0
85.0
5000

12160 12/80 13.00 13 20
29.0 m/z 43.05 58.59%

] “Bomwlwomm 240.0

3 Y O 2 D £ et S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R EREREREE RS
12.60 12.80 13.00 13.20
5000 85.0 m/z 223.10 50.29%
29.0
113.0 141.0 1690 198.0
0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105885: Octadecane S B a R
57.0 12.60 12.80 13.00 13.20
m/z 85.10 43.91%
5000 85.0
29.0 113.0
o Lo MmlwomM2goﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13. 00 13 20

8270-BF110817.M Mon Nov 13 11:02:49 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.23 4.74 ng 211995 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tetracosane 338 C24H50 000646-31-1 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Heneicosane 296 C21H44 000629-94-7 68
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64

Abundance Scan 1894 (13.227 min): BF100393.D (-1892) (-) m/z 57.10 100.00%
57.1
5000 85.0
1319411 13.00 13.20 13.40 13.60
ol \ A AL 196dgpso2sadosse L R G 70, 00W
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LRI UL UL LN B
85.0 13.00 13.20 13.40 13.60
m/z 71.10 68.68%
0 2%0‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
13100 13.20 13.40 13.60
5000 85.0 m/z 85.05 44 _05%
29.0 113.0
0 "~141.0169.0197.0225.0253.0281.0309.0338.0
UL L B SR B SRR B SR
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane e
57.0 13.00 13.20 13.40 13.60
m/z 41.05 26 .48%
5000 85.0
29.0
L ||, ﬂl 14101690197022502540
m/z--> % 150 ﬁo 250 300 350 13.00 13.20 1340 13.60

8270-BF110817.M Mon Nov 13 11:02:49 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.57 5.02 ng 224422 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 1952 (13.568 min): BF100393.D (-1950) (-) m/z 57.10 100.00%
57.1
5000
\ 99[ ! 141.1 186.1 225.1254.1283.1314.3 1320 1340 1360 1380 -
oL ..:,... e e e e m/z 43.10 59.77%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 AR LA BN SR B

13.20 13.40 13.60 13.80
m/z 71.10 59.22%

99.0 141.0

0.%79‘”.$u.,..hﬁ,n...4. S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
IR B e
13.20 13.40 13.60 13.80
5000 m/z 85.10 38.15%
0 27.0 99.0 141.0 183.0 240.0
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L B e o
57.0 13.20 13.40 13.60 13.80
m/z 41.10 22 .96%
5000
27,0 990 1410
0 LT 1830 2250 2670 3230 _ 3800
i A BT o e
m/z--> 50 100 150 200 250 300 350 13. 20 13. 40 13 60 13.80

8270-BF110817.M Mon Nov 13 11:02:50 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 8.68 ng 388116 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 90
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
Abundance Scan 2008 (13.898 min): BF100393.D (-2005) (-) m/z 57.10 100.00%
5%.1
5000
13.60 13.80 14.00 14.20
ol .\, I th, b f2211860217:1250.12821 3263 | 7z 43.10 71.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 AR U B SR
13 60 13. 80 14. oo 14. 20
m/z 71.10 58.00%
o 2@]0“‘ T 1410 183.0 2250 2820
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 41 .28%
91.0
o 133.0 1750 288.0
m/z--> 55 160 1%0 260 zéo 360 3éo 460
Abundance #217413: Heptacosane, 1-chloro- AR AREEEEEE T
57.0 13.60 13.80 14.00 14.20
m/z 55.05 34.05%
5000
97.0
OJ“‘wumomwmm 273.0 309.0 343.0 378.0 414.0
m/z--> % 1m mo M 2% ﬁo 350 4& 1%mwmmmno

8270-BF110817.M Mon Nov 13 11:02:51 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

ﬁ?ggle : 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.72 ng 213091 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2167 (14.833 min): BF100393.D (-2164) (-) m/z 57.10 100.00%
51.1
5000
| I [ |991'1 1411 1832 230.1 266.0298.2  350.2 14,60 1480 1500 1520
ol b g e J99e 2801 26602982 3502 m/z 71.10 62.23%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R UM SR B B
14.60 14.80 15.00 15.20
99.0 m/z 43.10 58.89%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
"' 14.60 14.80 15.00 15.20
5000 m/z 85.10 43 .59%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #175557: Tetracosane R B e e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 20.39%
5000
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo ' 14.60 14%0 1500 1550

8270-BF110817.M Mon Nov 13 11:02:51 2017 Page: 16



8270-BF110817.M Mon Nov

Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100393.D

Aca On : 10 Nov 2017 16:14

Operator : SJ/JU

Sample : 16383-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 17 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.18 4.95 ng 283419 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87

Abundance Scan 2226 (15.180 min): BF100393.D (-2223) (-) m/z 57.10 100.00%
57.1
5000
%01 14180 15,00 15.20 1540
Y- A Ay gar2 1831 2391 2981 @ 3602 4003 71 10 62.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A DAL B B B
14. 80 15. 00 15.20 15.40
99.0 m/z 43.10 56.97%
m/z--> 50 100 150 200 250 360 3éo 400
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 51.41%
99.0
o 1410 1830 2250 267.0 338.0
miz-> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo- e o L o o
57.0 14.80 15.00 15.20 15.40
m/z 55.10 19.33%
5000
99.0 225.0
L2 0| } ||| 140 e300 352.0
m/z--> 50 100 150 200 250 3(')0 35'30 4(')0 14. 80 15. 00 15 20 15'40 '

13 11:02:52 2017

SB2-NORTH-PARKING-LOT
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111017\

Data File : BF100393.D

Acq On : 10 Nov 2017 16:14

Operator : SJ/JU

3?22'6 - 16383-04 SB2-NORTH-PARKING-LOT
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown2 .12 2.12 2.8 ng 139867 1 6.90 983791 20.0
2-Pentanone, 4-hy... 5.13 14.1 ng 690948 1 6.90 983791 20.0
unknown6.67 6.67 67.4 ng 3314280 1 6.90 983791 20.0
2-Hydroxy-iso-but. .. 8.73 2.8 ng 182547 2 8.18 1325380 20.0
Benzophenone 10.65 10.6 ng 770310 3 9.94 1454720 20.0
n-Hexadecanoic acid 11.94 3.1 ng 221558 4 11.42 1406460 20.0
Hexadecane 12.50 2.2 ng 157621 4 11.42 1406460 20.0
Octadecanoic acid 12.73 2.8 ng 199282 4 11.42 1406460 20.0
Heptadecane 12.87 4.6 ng 204462 5 14.06 894584 20.0
Heptacosane 13.23 4.7 ng 211995 5 14.06 894584 20.0
Octadecane 13.57 5.0 ng 224422 5 14.06 894584 20.0
Eicosane 13.90 8.7 ng 388116 5 14.06 894584 20.0
Octacosane 14.83 3.7 ng 213091 6 15.54 1145250 20.0
Heneicosane 15.18 5.0 ng 283419 6 15.54 1145250 20.0
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